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ABSTRACT

DNA topoisomerases manage the supercoiled structure of the genomic DNA through breaking and 

rejoining DNA strands, which is a key step in many cellular processes. DNA topoisomerase I 

(TOPI) forms TOPI-DNA cleavage complex (TOPIcc) via formation of a transient covalent bond 

between TOPI and the DNA single strand. Inhibition of TOPI enzymatic activity is a successful 

approach for treating multiple types of cancer. Tyrosyl-DNA phosphodiesterase 1 (TDP1) helps 

release of TOPIccs via catalysis of TOPI-DNA phosphodiester bond hydrolysis. TDP1 is therefore 

functionally connected with activity of TOPI. Poly [ADP-ribose] polymerase 1 (PARP1) 

physically interacts with TDP1 to make TDP1 PARylated and enhances TDP1 recruitment to DNA 

damage sites, thus playing a functional role in TOPIcc repair. If unrepaired, TOPIcc can lead to 

single strand breaks, which cause cell death. Slowing down TDP1 activity can increase the efficacy 

of existing TOPI inhibitors and improve their clinical utility. Repair of TOPIccs can be negatively 

impacted by blocking the physical interactions between TDP1 and PARP1. Therefore, blocking 

the TDP1-PARP1 complex formations has the potential to enhance the antitumor activity of 

existing FDA approved TOP1 inhibitors and reduce their side effects. Towards this aim, we 

identified binding sites that are crucial for the TDP1-PARP1 complex formation using 700 ns long 

molecular dynamics (MD) simulations. We identified specific interactions between D115(TDP1) 

and K940 or K943 (PARP1) as well as R137(TDP1) and E883(PARP1) that might be important 

for the TDP1-PARP1 complex formation. We validated the complex formation between purified 

recombinant TDP1 and PARP1 proteins using surface plasmon resonance (SPR). We also used 

SPR to confirm that peptides corresponding to contact points between TDP1 and PARP1 prevent 

complex formation. Our findings lead the path for creating novel inhibitors that can prevent TDP1 
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binding to PARP1 and consequently improve the clinical efficacy of the current TOP1 inhibitors 

for cancer treatment.
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1. INTRODUCTION

Human DNA topoisomerase I (TOPI) is a validated target enzyme for cancer treatment with 

multiple FDA approved drugs in the clinic.1-6 TOPI establishes a transient covalent bond with the 

single strand of DNA and forms TOPI-DNA cleavage complex (TOPIcc) as an important step in 

the DNA repair mechanism.1, 7 Hydrolysis of the TOPI-DNA phosphodiester bond is catalyzed by 

tyrosyl-DNA phosphodiesterase 1 (TDP1), which can reverse the TOPI activity.8, 9 TDP1 thus has 

an important role in repairing DNA damage caused by TOPIccs that are trapped on DNA strands 

10 through hydrolysis of the phosphodiester bond between TOPI and DNA.11 If TOPIccs are not 

released, this may result in DNA strand break, which results in cell death.12 TOPI inhibitors have 

been used in the clinic for decades5, 6 but their use still has challenges.13 TOPI Irinotecan, an FDA 

approved-TOPI inhibitor and a camptothecin (CPT) derivative, is approved for colorectal cancer 

treatment;5, 6 topotecan is approved for treatments of metastatic ovarian cancer, small cell lung 

cancer (SCLC), and cervical cancer,6 and these inhibitors pose dose-limiting toxicities.6, 14-17

The functional interaction between TDP1 and TOPI plays a critical role in tumor cells18 such that 

effectiveness of TOPI inhibitors are correlated with slower TDP1 activity.19 In cells with elevated 

TDP1 expression, CPT, a TOPI inhibitor, causes less DNA damage.20 To enhance its ability to 

repair damage due to formation of TOPIccs, TDP1 forms a protein-protein complex with poly 

(ADP-ribose) polymerase 1(PARP1), in which TDP1 becomes PARylated by PARP1.11, 21, 22 The 

PARylation leads to recruitment of TDP1 to DNA damage sites.11  Therefore, physical interaction 

between TDP1 and PARP1 has functional significance in repair of TOPIccs. Recent as well as past 

studies have been conducted on combined PARP and TOPI inhibitions utilizing PARP1 inhibitors, 

with the aim of improving cancer treatments.23-27 However, PARP inhibitors pose toxicity risks in 

cancer treatments.28-33 We are also focused on achieving the same outcome without inhibiting 
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PARP1. We believe that preventing PARP1-TDP1 interaction is likely to have fewer side effects 

compared to inhibiting PARP1 enzymatic activity. Hence, development of novel inhibitors that 

block formation of TDP1-PARP1 complex may improve the effectiveness of TOPI inhibitors. 

Proper characterization of the TDP1-PARP1 complex formation and identification of potential 

binding sites may lead to development of inhibitors to block the TDP1-PARP1 complex formation.  

The N-terminal domain (NTD) of TDP1 physically interacts with C-terminal domain (CTD) of 

PARP.11 However, key amino acid residues in these two proteins that are responsible for the 

formation of the interprotein complex have not been established yet. In this report, we predict 

binding sites that are involved in the TDP1-PARP1 complex formation. We first computationally 

predicted the structure of the TDP1-PARP1 complex. We used this approach to characterize 

multiple protein-protein interactions.34-37 We used surface plasmon resonance (SPR)-based 

techniques to experimentally validate the complex formation. SPR is a label-free biophysical 

technique to study direct binding of biomolecules,38-41 and we have successfully used this 

biophysical technique to investigate protein-protein interactions.34, 35, 37, 42, 43 Our investigations 

were then continued with 700 ns long MD simulations of the predicted TDP1-PARP1 complex, 

similar to MD simulations we have conducted in the past for other protein-protein complexes.34, 

36, 37, 44, 45 MD simulation-based studies are very useful in drug discovery research, including target 

modeling and interaction of protein with other binding partners.46-48 MD simulation-based results 

together with experimental data enhance accuracy as well as validity of predicted binding sites.46, 

48 

Our results suggest that TDP1 binds to PARP1 with a nanomolar binding affinity and the TDP1-

PARP1 complex was stable for 700 ns long MD simulations. Our analysis of the 700 ns long MD 

simulation trajectories revealed key amino acid pairs that might be important for the TDP1-PARP1 
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complex formation. We also calculated computational binding affinity using the MM/GBSA 

approach as we did in our most recent publications.36, 37, 49 SPR results further confirmed the 

involvement of specific residues in the TDP1-PARP1 complex formation. We believe that our 

detailed characterization of the TDP1-PARP1 complex formation via identification of potential 

binding sites would be a valuable contribution to scientific community conducting research to 

develop novel inhibitors to improve effectiveness of TOPI inhibitors. 

2. MATERIALS AND METHODS

2.1. Proteins, sensorchips, and reagents

PARP1 (catalog#11040-H08B, full-length) was purchased from Sino Biological (Houston, TX).  

TDP1 (catalog# TDP1-7250H, 1-298 aa) was purchased from Creative Biomart (Shirley, NY). 

Glutathione S-transferases (GST, catalog#BR100223), Series S CM5 sensorchips 

(catalog#29149603), amine coupling kit (catalog# BR100050), HBS-P+ buffer (catalog# 

BR100671) were purchased from cytiva (Marlborough, MA). Synthetic peptides (PT-PP1-1 and 

PT-PP1-2) were purchased from GenScript (Piscataway, NJ).  

2.2. Preparation and optimization of individual TDP1 and PARP1 structures

Full-length TDP1 was modelled using I-TASSER webserver50 and pdb ID 1JY151 as well as 

TDPP1 FASTA sequence (NCBI accession# AAH15474.152). Visual Molecular Dynamics (VMD) 

software53 was used in structural alignment and comparison. Full-Length PARP1 was modelled 

using modeler and pdb IDs 4DQY54, 2COK55, and 3ODC56 as well as PARP1 FASTA sequence 

(NCBI accession# NP_001609.252). VMD53 was used in structural alignment of individual PARP1 

domains. Notably, only missing residues in the crystal structures were fulfilled from the predicted 

structures of both TDP1 and PARP1 via structural overlapping with available crystal structures to 
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obtain the proteins in their full-length forms for better docking prediction. The full-length 

structures of TDP1 and PARP1 were optimized via all-atom molecular dynamics (MD) simulation 

for 700 ns using the NAMD software (version 2.14 or 3.0).57 

2.3. Prediction of the TDP1-PARP1 complex

Coordinates at the end of 100 ns all-atom simulations of individual full-length TDP1 and PARP1 

structures were used to predict the TDP1-PARP1 complex using PatchDock web server58 and the 

top 50 predictions from the PatchDock complexes were submitted to FireDock web server for 

refinement.59, 60 The top-ranked complex from the 50 refined FireDock results was considered for 

further analysis. This top-ranked complex was visualized in VMD53 and this complex, without 

PARP1 regions that were far away from the TDP1-PARP1 binding interface, was used as the 

predicted TDP1-PARP1 complex for further investigations using 700 ns all-atom MD simulations. 

The removal of the distant PARP1 regions offered reduced system size with significantly shorter 

simulation times. 

2.4. Molecular Dynamics (MD) simulations

All-atom simulations of the individual TDP1 and PARP1 structures as well as the predicted TDP1-

PARP1 complex were conducted, for 700 ns, using the NAMD software (version 2.14 or 3.0)57 

and CHARMM36m force field61 as we conducted in the past.34, 36, 37, 44, 48, 49, 62 Briefly, VMD53 or 

CHARMM-GUI webserver63 was used to generate simulation input files. The simulation systems 

in cubic boxes were solvated with TIP3 water and NaCl was added for neutralization. The 

dimension of cubic boxes for TDP1 only was 100×100×100 Å3 with total number of atoms 95,007. 

The dimension of cubic boxes for PARP1 only was 170×170×170 Å3 with total number of atoms 

472,500. The dimension of cubic boxes for final truncated TDP1-PARP1 complex prepared for 

production runs was 130×130×130 Å3 with total number of atoms 205,445. The solvated systems 
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were minimized for 10,000 steps and then equilibrated for 100 ps under the NVT ensemble at a 

time step of 1 fs at 300K at 1 atm pressure and Langevin dynamics with a damping constant of 1 

ps−1 under NPT conditions with the conjugate gradient and line search algorithm. The production 

runs were then propagated at a time step of 2 fs under the NPT ensemble for 100 ns for the 

individual structures during initial optimization and 700 ns for the final predicted complex at 300 

K and 1 atm pressure and Langevin dynamics with a damping constant of 1 ps−1. Four independent 

replica runs for the TDP1-PARP1 complex were conducted for better confidence of our results. 

Root mean square deviation (RMSD) values were used to assess stability of the 700 ns MD 

simulation trajectories.

2.5. Surface plasmon resonance (SPR)

SPR measurements were carried out using a Biacore T200 instrument with CM5 chips at 25 oC. 

PARP1 was first diluted in 10 mM sodium acetate buffer at pH 5.5 and then immobilized as ligand 

onto the CM5 chips to levels of ~2700-3200 RU using amine coupling chemistry. We also 

immobilized Glutathione S-transferases (GST) to levels of ~700-1400 RU using the same 

procedure as used for PARP1. Here, GST was used as a control protein (ligand). A reference flow 

cell (FC) was prepared adjacent to the active FCs, which were used to immobilize PAPRP1 or 

GST, by activating and deactivating using the same surface chemistry as the active FCs but no 

ligands were immobilized onto this FC. HBS-P (10 mM Hepes pH 7.4, 150 mM NaCl, 0.05% 

surfactant P20), 10× diluted HBS-P+ in ddH2O, was used as the immobilization running buffer 

(buffer running in background during immobilization). TDP1 at different concentrations in HBS-

P supplemented with 0.2% v/v glycerol was injected as analyte over the reference and active 

(ligand immobilized) surfaces. 100 nM TDP1 only, 400 µM to 25 µM peptides only, and mixtures 

of 100 nM TDP1 and peptides in HBS-P supplemented with 0.2% v/v glycerol were also injected 
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as analytes during inhibition assays. HBS-P supplemented with 0.2% v/v glycerol was used as 

running buffer during all analyte-ligand binding experiments. Each concentration of all analytes 

was injected in duplicate. A flow rate of 30 µL/min was maintained during injection of all analytes. 

A 20 s pulse of glycine at pH 2.0 was injected for surface regeneration. All SPR sensorgrams 

recorded for further analysis were double referenced (blank, which is the buffer only response and 

reference, which is response corresponding to the reference FC subtracted). SPR sensorgrams 

recorded for mixtures of TDP1 and peptides were further processed by subtracting peptide only 

sensorgrams from the sensorgrams obtained for the TDP1-peptide mixtures.

2.6. Data Analysis

MD simulation trajectories were analyzed using visual molecular dynamics (VMD).53 Interfacial 

contact residues and salt bridges were analyzed using a 3.5 Å distance cutoff. Hydrogen bonds 

were predicted using a 3.5 Å distance cutoff and with a 30° angle cutoff. Binding free energies 

were estimated using the MM/GBSA approach and NAMD as done in our previous publications.36, 

37, 49 GraphPad Prism was used to plot data. Carma64 was used to measure radius of gyration (Rg).  

3. RESULTS AND DISCUSSION

3.1. Preparation of TDP1 and PARP1 structures and prediction of the TDP1-PARP1 complex

We predicted full-length TDP1 and PARP1 structures as outlined in the MATERIALS AND 

METHODS section above. Since full length-length protein structures were predicted by modeling 

missing residues as well as structural overlapping with the available crystal structures, we first 

optimized the individual full-length TDP1 and PARP1 structures via 100 ns MD simulations. MD 

simulations allowed structural flexibility and reorganization as needed. Figure 1A depicts TDP1 

and PARP1 full-length structures at the end of 100 ns MD simulations. 
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Figure 1. Prediction of individual structures and the TDP1-PARP1 complex. (A) Optimized TDP1 

and PARP1 full-length structures. (B) RMSD measurements showing the stability of full-length 

individual TDP1 and PARP1 structures. The structural stabilities of both structures were observed 

after ~75 ns. (C) Predicted TDP1-PARP1 complex using optimized TDP1 and PARP1 structures 

at 100 ns. 

We monitored structural integrity of the individual structures via root mean square deviation 

(RMSD) measurements.  As shown in Figure 1B, both structures were stable after ~75 ns. 

Therefore, we used the optimized structures of both TDP1 and PARP1 at the end of 100 ns to 

predict the TDP1-PARP1 complex. In Figure 1B, much bigger RMSDs were observed for PARP1. 

Protein with multiple domains connected with flexible linkers can cause such higher RMSD 

values65-67 and PARP1 is a multidomain protein connected with flexible linkers.68 Figure 1C is the 

predicted full-length TDP1-PARP1 complex using the procedures as mentioned in the 

MATERIALS AND METHODS section. We analyzed the top-predicted complex structure and 

found that TDP1-N-terminal domain (NTD) was complexed with PARP1-C-terminal domain 
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(CTD). Since this observation for NTD(TDP1)-CTD(PARP1) interactions for the complex 

formation agreed well with a prior experimental prediction,11 we decided to proceed with this 

complex. We believed that simulation outcomes are more reliable with a choice of an initial 

structure that is close to experimental predictions, whenever available. There are many residues in 

PARP1 that are far away from the TDP1-PARP1 binding interface. We removed these PARP1 

residues (residue IDs 1 to 495 represented in dark orange color in Figure 1C) and prepared the 

final TDP1-PARP1 complex for subsequent MD simulation studies for 700 ns. This truncation 

was very helpful in greatly reducing simulation time for multiple replica runs.37

3.2. Confirmation of TDP1-PARP1 direct binding using surface plasmon resonance (SPR) 

Figure 2. Confirmation of TDP1-PARP1 direct binding using SPR. (A) Concentration-dependent 

binding of TDP1 to immobilized PARP1 on a CM5 chip surface. Colored lines are experimental 

data and dashed lines are fit to a 1:1 binding model. The association rate constant (ka), dissociation 

rate constant (kd), and equilibrium dissociation constant (KD, affinity) were determined from three 

independent set of analyte injections. (B) SPR sensorgrams showing lack of direct binding of 

TDP1 to immobilized control protein, GST, on the CM5 chip surface. 

We conducted SPR-based biophysical experiments to confirm TDP1-PARP1 direct binding. As 

shown in Figure 2A, we obtained clear direct binding of TDP1 to PARP1. PARP1 was 
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immobilized onto the CM5 chip surface. Different colored lines are experimental data showing 

concentration-dependent binding of TDP1 to immobilized PARP1. We injected each concentration 

of TDP1 in duplicate to monitor technical reproducibility. When we fitted the experimental data 

(dashed lines) to a 1:1 binding model, we obtained a KD (affinity) value of 2.8±0.5 nM for the 

TDP1-PARP1 complex formation with slower dissociation rate constant. The KD values are 

presented as the mean±s.d. from three independent set of analyte (TDP1) injections. To the best of 

our knowledge, this is the first experimental quantification of affinity for the formation of this 

functionally important TDP1-PARP1 complex. We also conducted control experiments by 

immobilizing GST as a negative control protein onto the CM5 chip surface using the same 

procedures as adopted for PARP1 and then injected TDP1 solutions with the same range of 

concentrations. This control experiment did not show any binding of TDP1 to GST (Figure 2B). 

This confirms that the TDP1-PARP1 binding that we obtained was a specific interaction. 

3.3. Molecular dynamics simulations of the TDP1-PARP1 complex and complex stability
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Figure 3. TDP1-PARP1 complex structure. (A) Representative TDP1-PARP1 complex structure 

at the end of 700 ns all-atom MD simulations. (B) RMSD (C) center of mass (COM) distance 

between TDP1 and PARP1, and (D) radius of gyration (Rg) measurements for four different 700 

ns all-atom MD simulations of the TDP1-PARP1 complex. Blue trace represents the average 

RMSD value of the RMSD values from four different runs.

We conducted 700 ns all-atom MD simulations of the predicted TDP1-PARP1 complex. Our 700 

ns all-atom MD simulations showed that the TDP1-PARP1 complex was stable for 700 ns of the 

simulation time. Figure 3A is a representative TDP1-PARP1 complex structure at the end of 700 

ns MD simulation. The representative protein coordinates in pdb format for this structure are 

provided in the Supporting Information (Section S1) and a representative simulation movie in the 

section S2 (Supporting Information). Proteins are flexible biomolecules and the conformational 

dynamics correspond to structure as well as function of proteins.69 Computational investigations, 

including MD simulations, are useful in investigating how the conformational flexibility in a 

protein helps accommodate its binding partner and the stability of the complex of the protein with 

its binding partner.70, 71 In the past, we have successfully utilized MD simulations to investigate 

interaction of proteins with their binding partners.34, 36, 37, 44, 45, 48, 49, 62   

Figure 3B shows RMSD measurements for four different independent runs for the TDP1-PARP1 

complex and the blue line represents the average RMSDs from the four different runs. RMSD 

values are helpful in evaluating better convergence and stable conformations of the simulated 

systems.72-74 Higher RMSD values in Figure 3B might be due to the large number of PARP1 

domains connected with flexible linkers as explained above. Figure 3B shows that RMSD values 

for all complex structures are stable after ~500 ns of the all-atom MD simulations, despite big 
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changes due to initial structural reorganizations as expected. We also analyzed center of mass 

(COM) distance between TDAP and PARP1 in the complex as well as radius of gyration (Rg) 

measurements and results are presented in Figures 3C and 3D. Fairly stable COM distance and Rg 

measurements also did not show significant structural destabilization. These results together with 

RMSD measurements altogether predict stability of the TDP1-PARP1 complex structures.72, 73, 75  

3.4. Analysis of TDP1-PARP1 binding interface and identification of interfacial contacts

 

Figure 4. Interfacial contacts. Amino acid residues in licorice representation that establish 

interfacial contacts across the TDP1-PARP1 binding interface.  

This work is aimed at investigating potential TDP1-PARP1 binding sites that can be exploited to 

develop novel drugs to enhance efficacy of current inhibitors targeting TOPI. We analyzed the 700 

ns long all-atom MD simulation trajectories of the TDP1-PARP1 complex to identify potential 

residues that likely establish interfacial contacts between the two proteins across the binding 

interface. We considered the presence of the same pairs formed in at least three out of four MD 

Page 15 of 36 Physical Chemistry Chemical Physics

P
hy

si
ca

lC
he

m
is

tr
y

C
he

m
ic

al
P

hy
si

cs
A

cc
ep

te
d

M
an

us
cr

ip
t

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

9 
M

ay
 2

02
6.

 D
ow

nl
oa

de
d 

on
 5

/2
2/

20
26

 1
2:

40
:2

7 
A

M
. 

 T
hi

s 
ar

tic
le

 is
 li

ce
ns

ed
 u

nd
er

 a
 C

re
at

iv
e 

C
om

m
on

s 
A

ttr
ib

ut
io

n 
3.

0 
U

np
or

te
d 

L
ic

en
ce

.
View Article Online

DOI: 10.1039/D6CP00941G

http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d6cp00941g


simulation runs. These residues are shown in licorice representation in Figure 4. Table 1 shows 

the list of these identified residues. 

Table 1. List of amino acid residues in both TDP1 and PARP1 that establish interfacial contacts 

across the TDP1-PARP1 binding interface.

It is useful to focus on clusters of contacting residues across the binding interface as a potential 

binding pocket for development of novel inhibitors to block the complex formation between these 

two proteins. The contact region comprises of residues on surfaces and hence defines binding 

between the two proteins. These contact residues are responsible for the specificity and binding 

strength between the proteins 76. Therefore, these interfacial contact residues across the TDP1-

PARP1 binding interface contribute to overall affinity between these two proteins. We also 

quantified the binding affinity via determination of binding free energy for the TDP1-PARP1 

complex formation using the same MM/GBSA approach that we utilized in our prior 

publications36, 37, 49 and we obtained a favorable binding free energy of -44.3±12.2 kcal/mol 

TDP1 PARP1
ASN67 LYS943

LYS112, GLU113, ASP115 LYS940
ARG126 PRO882, GLU883
HSD130 GLN707, SER711, GLU883
GLY131 GLN707, SER711
ALA132 ARG704
ALA134 GLN707
CYS135 LYS703, ARG704, GLN707
HSD136 ARG704
ARG137 GLU883
TYR145 ILE879, LYS893, SER939, LYS940, TYR992

GLU146, THR147 PRO882
SER148 PRO881, PRO882
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(mean±s.d. from four different runs). To the best of our knowledge, this is the first computational 

quantification of affinity for the formation of this functionally important TDP1-PARP1 complex.

3.5. Determination of hydrogen bonding and salt bridges responsible for TDP1-PARP1 complex 

formation

Figure 5. Hydrogen bonding and salt bridges between TDP1 and PARP1. (A) Location of amino 

acid residues that were predicted to establish hydrogen bonding and salt bridge in three 

dimensional (3D) complex structure. Distance-time plots for (B) predicted hydrogen bonding and 

(C), (D), and (E) for salt bridges. The atom types that are responsible for hydrogen bonding are 

shown inside parentheses in Figure 5B for each predicted amino acid residue. The same light-

colored data in Figures 5B to 5E correspond to distance-time measurements from different runs 

with the average values shown in dark colors.

We analyzed 700 ns all-atom MD simulation trajectories to identify key amino acid residues that 

form specific non-covalent interactions. We considered the same pairs of interactions that are 

present in at least three out of four replica runs. We found that the residue pair involving 

ARG137(TDP1) and GLU883(PARP1) was responsible for hydrogen bonding. Figure 5A shows 
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the location of these amino acid residues across the TDP1-PARP1 binding interface. Figure 5B 

shows the distance-time curve for the atoms that establish the hydrogen bonding. The dashed line 

corresponds to the 3.5 Å cutoff that we used to analyze the hydrogen bonds. The average values 

from the different runs are shown in darker colors while the individual values shown in the same 

lighter colors. There was a large fluctuation in distances between atoms in one of the runs that 

caused the average distance-time curve for the hydrogen bonds in Figure 5B to be slightly above 

the cutoff line until ~600 ns, while the binding distance in other runs was well below the threshold. 

The same residue pair shown in Figure 5B was also predicted to establish the salt bridge and the 

residue-residue distance for this salt bridge is shown in Figure 5C. The same reasoning for 

fluctuation of hydrogen bond distance-time curve as explained above applies for the average 

distance-time curve for this salt bridge to be slightly above the 3.5 Å cutoff until ~600 ns. We also 

observed that ASP115 in TDP1 formed salt bridges with LYS940 or LYS943 in PARP1. ASP115 

(TDP1) was identified in three runs but the ASP115(TDP1)-LYS940(PARP1) or ASP115(TDP1)-

LYS943(PARP1) in only two runs. We analyzed the location of LYS940 or LYS943 in PARP1 in 

the three dimensional (3D) complex structure and as shown in Figure 5A, contact regions of these 

two PARP1 residues are in close proximity that might alternatively or combinedly establish salt 

bridges with ASP115(TDP1). The distance-time graphs for these two salt bridges are shown in 

Figure 5D and Figure 5E. 

3.6. Experimental confirmation of involvement of specific residues in the TDP1-PARP1 

complex formation

As shown in Figure 5, three amino acid residues E883, K940, and K943 in PARP1 form specific 

bonds (hydrogen bonds and/or salt bridges). We therefore designed two peptides PT-PP1-1 and 

PT-PP1-2 and used these synthesized peptides to experimentally confirm the involvement of these 
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three specific amino acids. It is to be noted that PT-PP1-1 includes E883 and PT-PP1-2 includes 

K940 and K943 in PARP1. These three PARP1 residues, E883, K940, and K943 are well within 

the clusters of PARP1 interacting residues as shown in Figure 4. We designed two peptides instead 

of a single peptide since E883 is spaced far from K940 and K943, and that would make a single 

peptide too long. Figure 6A shows the locations of these two peptides in the 3D complex structure, 

which are positioned close to each other. Figure 6A also includes amino acid sequences of these 

two peptides together with the corresponding range in the PARP1 sequence. 

Figure 6. Inhibition of the TDP1-PARP1 complex formation in the absence and presence of 

synthetic peptides. (A) Location of amino acid residues, used to synthesize two peptides (PT-PP1-

1 and PT-PP1-2), in three dimensional (3D) complex structure. SPR sensorgrams showing 

concentration dependent inhibition of binding of 100 nM TDP1 to immobilized PARP1 in the 

absence and presence of (B) PT-PP1-1 and (C) PT-PP1-2. (D) Response values at the end of 
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association, represented by the arrows in Figures 6B and 6C, presented as percentage bindings of 

100 nM TDP1 to immobilized PARP1 in the absence and presence of synthetic peptides. SPR 

response values obtained for 100 nM TDP1 binding in the absence of either peptide were 

considered as 100% binding.  Heights of bar graphs represent average and error bars are s.d. of the 

response values obtained from two independent set of analyte injections.

We injected 100 nM TDP1 only and mixtures of 100 nM TDP1 with various concentrations of 

peptides in HBS-P supplemented with 0.2% glycerol over the PARP1 immobilized surface. As 

shown in Figure 6B, binding amplitude (represented by an arrow at the end of association phase) 

of SPR sensorgrams gradually decreases as concentration of PT-PP1-1 increases. The same trend 

was observed for PT-PP1-2 as shown in Figure 6C. We presented the response values at the end 

of association phase (represented by arrows in Figures 6B and 6C) as the percentage bindings of 

100 nM TDP1 in the absence and presence of peptides as shown in Figure 6D. We set the 100 nM 

TDP1 response value in the absence of either peptide as 100% binding. We believe that both 

peptides bind to TDP1 in solution, as expected based on results shown in Figure 6, which showed 

impaired binding of TDP1 to immobilized PARP1 on the sensor surface, resulting in concentration 

dependent inhibition of TDP1-PARP1 complex formation in the presence of either peptide. The 

inhibition efficiency of PT-PP1-2 seemed to be slightly higher than that of PT-PP1-1 and this 

might be due to presence of two lysines in this peptide that form specific bonding with TDP1 as 

compared to a single glutamic acid in PT-PP1-1. These results experimentally confirm 

involvement of the computationally predicted amino acid pairs establishing specific bonds 

between TDP1 and PARP1. These results further suggest that, while all other amino acids that 

establish interfacial contact between TDP1 and PARP1 contribute to overall affinity, the amino 
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acid residues that establish specific hydrogen bonds and salt bridges are important for the complex 

formation and stabilization.         

Altogether, our work has identified potential binding sites responsible for formation and 

stabilization of the TDP1-PARP1 complex. In the absence of crystal structure of this functionally 

important complex, our investigation opens further avenues in this research field, including our 

ongoing work on targeting the TDP1-PARP1 complex to explore novel inhibitors that improve 

efficacy of TOPI inhibitors.

4. CONCLUSIONS

TDP1-PARP1 physical interaction has a crucial functional role in TOPIcc repair. Repair of 

TOPIccs can be negatively impacted by blocking physical interactions between TDP1 and PARP1.  

Identification of potential TDP1-PARP1 binding sites can lead to development of new inhibitors 

that block the TDP1-PARP1 complex formation and these novel inhibitors can be used to enhance 

effectiveness of existing TOPI inhibitors in clinics.  In this study, we attempt to identify the 

potential TDP1-PARP1 binding sites that establish the interprotein complexes. To the best of our 

knowledge, for the first time, we have determined the key amino acid residues and experimentally 

as well was computationally quantified the binding affinity value for the TDP1-PARP1 complex 

formation. In the absence of crystal structure of the functionally important TDP1-PARP1 complex, 

we believe that our study is helpful in developing novel inhibitors to enhance effectiveness of 

existing TOPI inhibitors to treat cancers.  

SUPPORTING INFORMATION

The Supporting Information is available free of charge at https://www.rsc.org/. 
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Protein coordinates in TDP1-PARP1complex 

Simulation movie of the TDP1-PARP1 complex
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1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d6cp00941g


curcumin on dose-limiting toxicity and pharmacokinetics of irinotecan in participants with 

solid tumors. Clin Transl Sci 2022, 15 (5), 1304-1315. 

17. Armstrong, D.; O'Reilly, S. Clinical Guidelines for Managing Topotecan-Related Hematologic 

Toxicity. Oncologist 1998, 3 (1), 4-10. 

18. Jakobsen, A.-K.; Lauridsen, K. L.; Samuel, E. B.; Proszek, J.; Knudsen, B. R.; Hager, H.; 

Stougaard, M. Correlation between topoisomerase I and tyrosyl-DNA phosphodiesterase 1 

activities in non-small cell lung cancer tissue. Exp Mol Pathol 2015, 99 (1), 56-64.

19. Pommier, Y.; Leo, E.; Zhang, H.; Marchand, C. DNA Topoisomerases and Their Poisoning by 

Anticancer and Antibacterial Drugs. Chem Biol 2010, 17 (5), 421-433.

20. Barthelmes, H. U.; Habermeyer, M.; Christensen, M. O.; Mielke, C.; Interthal, H.; Pouliot, J. 

J.; Boege, F.; Marko, D. TDP1 Overexpression in Human Cells Counteracts DNA Damage 

Mediated by Topoisomerases I and II. J Biol Chem 2004, 279 (53), 55618-55625.

21. Moor, N. A.; Vasil'eva, I. A.; Anarbaev, R. O.; Antson, A. A.; Lavrik, O. I. Quantitative 

characterization of protein–protein complexes involved in base excision DNA repair. Nucleic 

Acids Res 2015, 43 (12), 6009-6022.

22. Spiegel, J. O.; Van Houten, B.; Durrant, J. D. PARP1: Structural insights and pharmacological 

targets for inhibition. DNA Repair (Amst) 2021, 103, 103125. 

23. Keller, K. M.; Koetsier, J.; Schild, L.; Amo-Addae, V.; Eising, S.; van den Handel, K.; Ober, 

K.; Koopmans, B.; Essing, A.; van den Boogaard, M. L.; et al. The potential of PARP as a 

therapeutic target across pediatric solid malignancies. BMC Cancer 2023, 23 (1), 310. 

24. LoRusso, P. M.; Li, J.; Burger, A.; Heilbrun, L. K.; Sausville, E. A.; Boerner, S. A.; Smith, D.; 

Pilat, M. J.; Zhang, J.; Tolaney, S. M.; et al. Phase I Safety, Pharmacokinetic, and 

Pharmacodynamic Study of the Poly(ADP-ribose) Polymerase (PARP) Inhibitor Veliparib 

Page 25 of 36 Physical Chemistry Chemical Physics

P
hy

si
ca

lC
he

m
is

tr
y

C
he

m
ic

al
P

hy
si

cs
A

cc
ep

te
d

M
an

us
cr

ip
t

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

9 
M

ay
 2

02
6.

 D
ow

nl
oa

de
d 

on
 5

/2
2/

20
26

 1
2:

40
:2

7 
A

M
. 

 T
hi

s 
ar

tic
le

 is
 li

ce
ns

ed
 u

nd
er

 a
 C

re
at

iv
e 

C
om

m
on

s 
A

ttr
ib

ut
io

n 
3.

0 
U

np
or

te
d 

L
ic

en
ce

.
View Article Online

DOI: 10.1039/D6CP00941G

1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d6cp00941g


(ABT-888) in Combination with Irinotecan in Patients with Advanced Solid Tumors. Clin 

Cancer Res 2016, 22 (13), 3227-3237. 

25. Smith, L. M.; Willmore, E.; Austin, C. A.; Curtin, N. J. The novel poly(ADP-Ribose) 

polymerase inhibitor, AG14361, sensitizes cells to topoisomerase I poisons by increasing the 

persistence of DNA strand breaks. Clin Cancer Res 2005, 11 (23), 8449-8457. 

26. Znojek, P.; Willmore, E.; Curtin, N. J. Preferential potentiation of topoisomerase I poison 

cytotoxicity by PARP inhibition in S phase. Br J Cancer 2014, 111 (7), 1319-1326. 

27. Oh, S.; Kim, S.; Keam, B.; Youk, J.; Kim, T. M.; Kim, D. W.; Kim, M. The Synergistic Effect 

of PARP Inhibitors and Irinotecan in Small Cell Lung Cancer Cells. Cancer Res Treat 2025, 

57 (4), 1040-1050. 

28. Maiorano, B. A.; Catalano, M.; Maiorano, M. F. P.; Signori, A.; Loizzi, V.; Cormio, G.; Reni, 

M.; Roviello, G.; Necchi, A. Hematological toxicity of parp inhibitors in solid tumors: a 

systematic review and safety meta-analysis. Cancer Metastasis Rev 2025, 44 (3), 65. 

29. Friedlander, M.; Lee, Y. C.; Tew, W. P. Managing Adverse Effects Associated With Poly 

(ADP-ribose) Polymerase Inhibitors in Ovarian Cancer: A Synthesis of Clinical Trial and Real-

World Data. Am Soc Clin Oncol Edu Book 2023,  (43), e390876.

30. Uekusa, R.; Yokoi, A.; Watanabe, E.; Yoshida, K.; Yoshihara, M.; Tamauchi, S.; Shimizu, Y.; 

Ikeda, Y.; Yoshikawa, N.; Niimi, K.; et al. Safety assessments and clinical features of PARP 

inhibitors from real-world data of Japanese patients with ovarian cancer. Sci Rep 2024, 14 (1), 

12595. 

31. Chelariu-Raicu, A.; Trillsch, F.; Burges, A.; Czogalla, B.; Hester, A.; Wuerstlein, R.; Harbeck, 

N.; Mahner, S. PARP inhibitors: risk factors for toxicity and matching patients to the proper 

Page 26 of 36Physical Chemistry Chemical Physics

P
hy

si
ca

lC
he

m
is

tr
y

C
he

m
ic

al
P

hy
si

cs
A

cc
ep

te
d

M
an

us
cr

ip
t

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

9 
M

ay
 2

02
6.

 D
ow

nl
oa

de
d 

on
 5

/2
2/

20
26

 1
2:

40
:2

7 
A

M
. 

 T
hi

s 
ar

tic
le

 is
 li

ce
ns

ed
 u

nd
er

 a
 C

re
at

iv
e 

C
om

m
on

s 
A

ttr
ib

ut
io

n 
3.

0 
U

np
or

te
d 

L
ic

en
ce

.
View Article Online

DOI: 10.1039/D6CP00941G

1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d6cp00941g


poly (ADP-ribose) polymerase inhibitor (PARPi) therapy. I J Gynecol Cancer 2023, 33 (5), 

812-822.

32. Sandhu, D.; Antolin, A. A.; Cox, A. R.; Jones, A. M. Identification of different side effects 

between PARP inhibitors and their polypharmacological multi-target rationale. Br J Clin 

Pharmacol 2022, 88 (2), 742-752.

33. Szalontai, J.; Szarvas, T.; Miszczyk, M.; Nyirady, P.; Shariat, S. F.; Fazekas, T. Toxicities of 

PARP inhibitors in genitourinary cancers. Curr Opin Urol 2025, 35 (4), 467-471. 

34. Tiwari, P. B.; Chapagain, P. P.; Banda, S.; Darici, Y.; Üren, A.; Tse-Dinh, Y.-C. 

Characterization of molecular interactions between Escherichia coli RNA polymerase and 

topoisomerase I by molecular simulations. FEBS Lett 2016, 590 (17), 2844-2851.

35. Banda, S.; Tiwari, P. B.; Darici, Y.; Tse-Dinh, Y.-C. Investigating direct interaction between 

Escherichia coli topoisomerase I and RecA. Gene 2016, 585 (1), 65-70.

36. Gautam, N.; Chapagain, P. P.; Adhikari, N. P.; Tiwari, P. B. Characterization of molecular 

interactions between HDAC7 and MEF2A. J Biomol Struct Dyn 2024, 1-10. 

37. Gautam, N.; Wang, S.; Uren, A.; Chapagain, P. P.; Adhikari, N. P.; Tiwari, P. B. Mapping the 

Interactions Among Class IIa Histone Deacetylases and Myocyte Enhancer Factor 2s. J Chem 

Inf Model 2025, 65 (12), 6249-6260. 

38. Myszka, D. G. Kinetic analysis of macromolecular interactions using surface plasmon 

resonance biosensors. CurOpi Biotechnol 1997, 8 (1), 50-57.

39. Wilson, W. D. Analyzing Biomolecular Interactions. Science 2002, 295 (5562), 2103-2105.

40. Tiwari, P. B.; Wang, X.; He, J.; Darici, Y. Analyzing surface plasmon resonance data: choosing 

a correct biphasic model for interpretation. Rev Sci Instrum 2015, 86 (3), 035001. 

Page 27 of 36 Physical Chemistry Chemical Physics

P
hy

si
ca

lC
he

m
is

tr
y

C
he

m
ic

al
P

hy
si

cs
A

cc
ep

te
d

M
an

us
cr

ip
t

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

9 
M

ay
 2

02
6.

 D
ow

nl
oa

de
d 

on
 5

/2
2/

20
26

 1
2:

40
:2

7 
A

M
. 

 T
hi

s 
ar

tic
le

 is
 li

ce
ns

ed
 u

nd
er

 a
 C

re
at

iv
e 

C
om

m
on

s 
A

ttr
ib

ut
io

n 
3.

0 
U

np
or

te
d 

L
ic

en
ce

.
View Article Online

DOI: 10.1039/D6CP00941G

1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d6cp00941g


41. Tiwari, P. B.; Uren, A.; He, J.; Darici, Y.; Wang, X. Note: Model identification and analysis 

of bivalent analyte surface plasmon resonance data. Rev Sci Instrum 2015, 86 (10), 106107. 

42. Soohoo, S. M.; Tiwari, P. B.; Suzuki, Y. J.; Brelidze, T. I. Investigation of PAS and CNBH 

domain interactions in hERG channels and effects of long-QT syndrome-causing mutations 

with surface plasmon resonance. J Biol Chem 2022, 298 (1), 101433. 

43. Andrys-Olek, J.; Selvanesan, B. C.; Varghese, S.; Arriaza, R. H.; Tiwari, P. B.; Chruszcz, M.; 

Borowski, T.; Upadhyay, G. Experimental and Computational Studies Reveal Novel 

Interaction of Lymphocytes Antigen 6K to TGF-beta Receptor Complex. Int J Mol Sci 2023, 

24 (16). 

44. Tiwari, P. B.; Chapagain, P. P.; Üren, A. Investigating molecular interactions between oxidized 

neuroglobin and cytochrome c. Sci Rep 2018, 8 (1), 10557.

45. Garcia, P. K.; Martinez Borrero, R.; Annamalai, T.; Diaz, E.; Balarezo, S.; Tiwari, P. B.; Tse-

Dinh, Y. C. Localization of Mycobacterium tuberculosis topoisomerase I C-terminal sequence 

motif required for inhibition by endogenous toxin MazF4. Front Microbiol 2022, 13, 1032320. 

46. Yan, D.; Ma, Y.; Chen, X.; Deng, S.; Wang, Q. Molecular dynamics-driven drug discovery. 

Phys Chem Chem Phys 2025, 27 (24), 12633-12651. 

47. Li, X.; Fang, Z.; Li, D.; Li, Z. Binding kinetics study of SARS-CoV-2 main protease and 

potential inhibitors via molecular dynamics simulations. Phys Chem Chem Phys 2023, 25 (22), 

15135-15145. 

48. Tiwari, P. B.; Chapagain, P. P.; Seddek, A.; Annamalai, T.; Uren, A.; Tse-Dinh, Y. C. Covalent 

Complex of DNA and Bacterial Topoisomerase: Implications in Antibacterial Drug 

Development. ChemMedChem 2020, 15 (7), 623-631. 

Page 28 of 36Physical Chemistry Chemical Physics

P
hy

si
ca

lC
he

m
is

tr
y

C
he

m
ic

al
P

hy
si

cs
A

cc
ep

te
d

M
an

us
cr

ip
t

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

9 
M

ay
 2

02
6.

 D
ow

nl
oa

de
d 

on
 5

/2
2/

20
26

 1
2:

40
:2

7 
A

M
. 

 T
hi

s 
ar

tic
le

 is
 li

ce
ns

ed
 u

nd
er

 a
 C

re
at

iv
e 

C
om

m
on

s 
A

ttr
ib

ut
io

n 
3.

0 
U

np
or

te
d 

L
ic

en
ce

.
View Article Online

DOI: 10.1039/D6CP00941G

1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d6cp00941g


49. Thapa, B.; Adhikari, N. P.; Tiwari, P. B.; Chapagain, P. P. A 5'-Flanking C/G Pair at the Core 

Region Enhances the Recognition and Binding of Kaiso to Methylated DNA. J Chem Inf Model 

2023, 63 (7), 2095-2103. 

50. Zhang, Y. I-TASSER server for protein 3D structure prediction. BMC Bioinformatics 2008, 9, 

40.

51. Davies, D. R.; Interthal, H.; Champoux, J. J.; Hol, W. G. The crystal structure of human 

tyrosyl-DNA phosphodiesterase, Tdp1. Structure 2002, 10 (2), 237-248. 

52. Sayers, Eric W.; Beck, J.; Bolton, Evan E.; Brister, J R.; Chan, J.; Connor, R.; Feldgarden, M.; 

Fine, Anna M.; Funk, K.; Hoffman, J.; et al. Database resources of the National Center for 

Biotechnology Information in 2025. Nucleic Acids Res 2024, 53 (D1), D20-D29.

53. Humphrey, W.; Dalke, A.; Schulten, K. VMD: visual molecular dynamics. J Mol Graph 1996, 

14 (1), 33-38, 27-38. 

54. Langelier, M. F.; Planck, J. L.; Roy, S.; Pascal, J. M. Structural basis for DNA damage-

dependent poly(ADP-ribosyl)ation by human PARP-1. Science 2012, 336 (6082), 728-732. 

55. Nagashima, T.; Hayashi, F.; Yokoyama, S. Solution structure of BRCT domain of poly(ADP-

ribose) polymerase-1. 2005.  DOI: https://doi.org/10.2210/pdb2COK/pdb

56. Langelier, M.-F.; Planck, J. L.; Roy, S.; Pascal, J. M. Crystal Structures of Poly(ADP-ribose) 

Polymerase-1 (PARP-1) Zinc Fingers Bound to DNA: STRUCTURAL AND FUNCTIONAL 

INSIGHTS INTO DNA-DEPENDENT PARP-1 ACTIVITY. J Biol Chem 2011, 286 (12), 

10690-10701.

57. Phillips, J. C.; Braun, R.; Wang, W.; Gumbart, J.; Tajkhorshid, E.; Villa, E.; Chipot, C.; Skeel, 

R. D.; Kale, L.; Schulten, K. Scalable molecular dynamics with NAMD. J Comput Chem 2005, 

26 (16), 1781-1802. 

Page 29 of 36 Physical Chemistry Chemical Physics

P
hy

si
ca

lC
he

m
is

tr
y

C
he

m
ic

al
P

hy
si

cs
A

cc
ep

te
d

M
an

us
cr

ip
t

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

9 
M

ay
 2

02
6.

 D
ow

nl
oa

de
d 

on
 5

/2
2/

20
26

 1
2:

40
:2

7 
A

M
. 

 T
hi

s 
ar

tic
le

 is
 li

ce
ns

ed
 u

nd
er

 a
 C

re
at

iv
e 

C
om

m
on

s 
A

ttr
ib

ut
io

n 
3.

0 
U

np
or

te
d 

L
ic

en
ce

.
View Article Online

DOI: 10.1039/D6CP00941G

1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d6cp00941g


58. Schneidman-Duhovny, D.; Inbar, Y.; Nussinov, R.; Wolfson, H. J. PatchDock and 

SymmDock: servers for rigid and symmetric docking. Nucleic Acids Res 2005, 33 (Web Server 

issue), W363-367. 

59. Mashiach, E.; Schneidman-Duhovny, D.; Andrusier, N.; Nussinov, R.; Wolfson, H. J. 

FireDock: a web server for fast interaction refinement in molecular docking. Nucleic Acids Res 

2008, 36 (Web Server issue), W229-232. 

60. Andrusier, N.; Nussinov, R.; Wolfson, H. J. FireDock: fast interaction refinement in molecular 

docking. Proteins 2007, 69 (1), 139-159. 

61. Huang, J.; Rauscher, S.; Nawrocki, G.; Ran, T.; Feig, M.; de Groot, B. L.; Grubmuller, H.; 

MacKerell, A. D., Jr. CHARMM36m: an improved force field for folded and intrinsically 

disordered proteins. Nat Methods 2017, 14 (1), 71-73. 

62. Koirala, R. P.; Pokhrel, R.; Baral, P.; Tiwari, P. B.; Chapagain, P. P.; Adhikari, N. P. Structural 

insights into the repair mechanism of AGT for methyl-induced DNA damage. Biol Chem 2021, 

402 (10), 1203-1211. 

63. Lee, J.; Cheng, X.; Swails, J. M.; Yeom, M. S.; Eastman, P. K.; Lemkul, J. A.; Wei, S.; 

Buckner, J.; Jeong, J. C.; Qi, Y.; et al. CHARMM-GUI Input Generator for NAMD, 

GROMACS, AMBER, OpenMM, and CHARMM/OpenMM Simulations Using the 

CHARMM36 Additive Force Field. J Chem Theory Comput 2016, 12 (1), 405-413. 

64. Glykos, N. M. Software news and updates carma: A molecular dynamics analysis program. J 

Comput Chem 2006, 27 (14), 1765-1768.

65. Zhou, X.; Hu, J.; Zhang, C.; Zhang, G.; Zhang, Y. Assembling multidomain protein structures 

through analogous global structural alignments. Proc Natl Acad Sci U S A 2019, 116 (32), 

15930-15938.

Page 30 of 36Physical Chemistry Chemical Physics

P
hy

si
ca

lC
he

m
is

tr
y

C
he

m
ic

al
P

hy
si

cs
A

cc
ep

te
d

M
an

us
cr

ip
t

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

9 
M

ay
 2

02
6.

 D
ow

nl
oa

de
d 

on
 5

/2
2/

20
26

 1
2:

40
:2

7 
A

M
. 

 T
hi

s 
ar

tic
le

 is
 li

ce
ns

ed
 u

nd
er

 a
 C

re
at

iv
e 

C
om

m
on

s 
A

ttr
ib

ut
io

n 
3.

0 
U

np
or

te
d 

L
ic

en
ce

.
View Article Online

DOI: 10.1039/D6CP00941G

1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d6cp00941g


66. Zhang, Y.; Wen, B.; Peng, J.; Zuo, X.; Gong, Q.; Zhang, Z. Determining structural ensembles 

of flexible multi-domain proteins using small-angle X-ray scattering and molecular dynamics 

simulations. Protein Cell 2015, 6 (8), 619-623. 

67. Marsh, J. A.; Teichmann, S. A. Relative solvent accessible surface area predicts protein 

conformational changes upon binding. Structure 2011, 19 (6), 859-867. 

68. Eustermann, S.; Wu, W. F.; Langelier, M. F.; Yang, J. C.; Easton, L. E.; Riccio, A. A.; Pascal, 

J. M.; Neuhaus, D. Structural Basis of Detection and Signaling of DNA Single-Strand Breaks 

by Human PARP-1. Mol Cell 2015, 60 (5), 742-754. 

69. Karplus, M.; McCammon, J. A. Molecular dynamics simulations of biomolecules. Nat Struct 

Biol 2002, 9 (9), 646-652. 

70. Singh, W.; Karabencheva-Christova, T. G.; Black, G. W.; Ainsley, J.; Dover, L.; Christov, C. 

Z. Conformational Dynamics, Ligand Binding and Effects of Mutations in NirE an S-

Adenosyl-L-Methionine Dependent Methyltransferase. Sci Rep 2016, 6, 20107. 

71. Shvetsov, A. V.; Lebedev, D. V.; Chervyakova, D. B.; Bakhlanova, I. V.; Yung, I. A.; 

Radulescu, A.; Kuklin, A. I.; Baitin, D. M.; Isaev-Ivanov, V. V. Structure of RecX protein 

complex with the presynaptic RecA filament: Molecular dynamics simulations and small angle 

neutron scattering. FEBS Lett 2014, 588 (6), 948-955. 

72. Paul, S. K.; Saddam, M.; Rahaman, K. A.; Choi, J. G.; Lee, S. S.; Hasan, M. Molecular 

modeling, molecular dynamics simulation, and essential dynamics analysis of grancalcin: An 

upregulated biomarker in experimental autoimmune encephalomyelitis mice. Heliyon 2022, 8 

(10), e11232. 

Page 31 of 36 Physical Chemistry Chemical Physics

P
hy

si
ca

lC
he

m
is

tr
y

C
he

m
ic

al
P

hy
si

cs
A

cc
ep

te
d

M
an

us
cr

ip
t

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

9 
M

ay
 2

02
6.

 D
ow

nl
oa

de
d 

on
 5

/2
2/

20
26

 1
2:

40
:2

7 
A

M
. 

 T
hi

s 
ar

tic
le

 is
 li

ce
ns

ed
 u

nd
er

 a
 C

re
at

iv
e 

C
om

m
on

s 
A

ttr
ib

ut
io

n 
3.

0 
U

np
or

te
d 

L
ic

en
ce

.
View Article Online

DOI: 10.1039/D6CP00941G

1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d6cp00941g


73. Castrosanto, M. A.; Mukerjee, N.; Ramos, A. R.; Maitra, S.; Manuben, J. J. P.; Das, P.; Malik, 

S.; Hasan, M. M.; Alexiou, A.; Dey, A.; et al. Abetting host immune response by inhibiting 

rhipicephalus sanguineus Evasin-1: An in silico approach. PLoS One 2022, 17 (9), e0271401. 

74. Fegade, B. S.; Jadhav, S. B.; Chaudhari, S. Y.; D, T. T.; Shantaram Uttekar, P.; Tabrez, S.; 

Khan, M. S.; Zaidi, S. K.; Mukerjee, N.; Ghosh, A. Synthesis and computational insights of 

flavone derivatives as potential estrogen receptor alpha (ER-α) antagonist. J Biomol Struct Dyn 

2024, 42 (24), 13793-13802. 

75. Gackowski, M.; Jędrzejewski, M.; Medicharla, S. S.; Kondabala, R.; Madriwala, B.; Mądra-

Gackowska, K.; Studzińska, R. Novel Thiourea and Oxime Ether Isosteviol-Based 

Anticoagulants: MD Simulation and ADMET Prediction. Pharmaceuticals (Basel) 2024, 17 

(2). 

76. Vangone, A.; Bonvin, A. M. Contacts-based prediction of binding affinity in protein-protein 

complexes. Elife 2015, 4, e07454.

Page 32 of 36Physical Chemistry Chemical Physics

P
hy

si
ca

lC
he

m
is

tr
y

C
he

m
ic

al
P

hy
si

cs
A

cc
ep

te
d

M
an

us
cr

ip
t

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

9 
M

ay
 2

02
6.

 D
ow

nl
oa

de
d 

on
 5

/2
2/

20
26

 1
2:

40
:2

7 
A

M
. 

 T
hi

s 
ar

tic
le

 is
 li

ce
ns

ed
 u

nd
er

 a
 C

re
at

iv
e 

C
om

m
on

s 
A

ttr
ib

ut
io

n 
3.

0 
U

np
or

te
d 

L
ic

en
ce

.
View Article Online

DOI: 10.1039/D6CP00941G

1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
1.%20%09Hsiang,%20Y.-H.;%20Liu,%20L.%20F.%20Identification%20of%20Mammalian%20DNA%20Topoisomerase%20I%20as%20an%20Intracellular%20Target%20of%20the%20Anticancer%20Drug%20Camptothecin.%20Cancer%20Res%201988,%2048%20(7),%201722-1726.%0D2.%20%09Pommier,%20Y.;%20Thomas,%20A.%20New%20Life%20of%20Topoisomerase%20I%20Inhibitors%20as%20Antibody%E2%80%93Drug%20Conjugate%20Warheads.%20Clini%20Cancer%20Res%202023,%2029%20(6),%20991-993.%0D3.%20%09Venkatachalam,%20A.;%20Kaufmann,%20S.%20H.%20Targeting%20DNA%20Topoisomerase%20I%20for%20the%20Treatment%20of%20Cancer:%20Past,%20Present%20and%20Future.%20J%20Mol%20Biol%202025,%20169401.%0D4.%20Lee,%20T.-H.;%20Qiao,%20C.%20X.;%20Kuzin,%20V.;%20Shi,%20Y.;%20Farkas,%20M.;%20Zhao,%20Z.;%20Ramanarayanan,%20V.;%20Wu,%20T.;%20Guan,%20T.;%20Zhou,%20X.;%20et%20al.%20Epigenetic%20control%20of%20topoisomerase%201%20activity%20presents%20a%20cancer%20vulnerability.%20Nat%20Commun%202025,%2016%20(1),%207458.%0D5.%20%09Ewesuedo,%20R.%20B.;%20Ratain,%20M.%20J.%20Topoisomerase%20I%20Inhibitors.%20Oncologist%201997,%202%20(6),%20359-364.%20%0D6.%20%09Thomas,%20A.;%20Pommier,%20Y.%20Targeting%20Topoisomerase%20I%20in%20the%20Era%20of%20Precision%20Medicine.%20Clin%20Cancer%20Res%202019,%2025%20(22),%206581-6589.%20%0D7.%20%09Madden,%20K.%20R.;%20Champoux,%20J.%20J.%20Overexpression%20of%20Human%20Topoisomerase%20I%20in%20Baby%20Hamster%20Kidney%20Cells:%20Hypersensitivity%20of%20Clonal%20Isolates%20to%20Camptothecin.%20Cancer%20Res%201992,%2052%20(3),%20525-532.%0D8.%20%09Leung,%20E.;%20Patel,%20J.;%20Hollywood,%20J.%20A.;%20Zafar,%20A.;%20Tomek,%20P.;%20Barker,%20D.;%20Pilkington,%20L.%20I.;%20van%20Rensburg,%20M.;%20Langley,%20R.%20J.;%20Helsby,%20N.%20A.;%20et%20al.%20Validating%20TDP1%20as%20an%20Inhibition%20Target%20for%20the%20Development%20of%20Chemosensitizers%20for%20Camptothecin-Based%20Chemotherapy%20Drugs.%20Oncol%20Ther%202021,%209%20(2),%20541-556.%0D9.%20%09Yang,%20S.%20W.;%20Burgin,%20A.%20B.;%20Huizenga,%20B.%20N.;%20Robertson,%20C.%20A.;%20Yao,%20K.%20C.;%20Nash,%20H.%20A.%20A%20eukaryotic%20enzyme%20that%20can%20disjoin%20dead-end%20covalent%20complexes%20between%20DNA%20and%20type%20I%20topoisomerases.%20Proc%20Natl%20Acad%20Sci%201996,%2093%20(21),%2011534-11539.%0D10.%20Murai,%20J.;%20Huang,%20S.%20Y.;%20Das,%20B.%20B.;%20Dexheimer,%20T.%20S.;%20Takeda,%20S.;%20Pommier,%20Y.%20Tyrosyl-DNA%20phosphodiesterase%201%20(TDP1)%20repairs%20DNA%20damage%20induced%20by%20topoisomerases%20I%20and%20II%20and%20base%20alkylation%20in%20vertebrate%20cells.%20J%20Biol%20Chem%202012,%20287%20(16),%2012848-12857.%20%0D11.%20Das,%20B.%20B.;%20Huang,%20S.-y.%20N.;%20Murai,%20J.;%20Rehman,%20I.;%20Am%C3%A9,%20J.-C.;%20Sengupta,%20S.;%20Das,%20S.%20K.;%20Majumdar,%20P.;%20Zhang,%20H.;%20Biard,%20D.;%20et%20al.%20PARP1%E2%80%93TDP1%20coupling%20for%20the%20repair%20of%20topoisomerase%20I%E2%80%93induced%20DNA%20damage.%20Nucleic%20Acids%20Res%202014,%2042%20(7),%204435-4449.%0D12.%20Chowdhuri,%20S.%20P.;%20Das,%20B.%20B.%20Top1-PARP1%20association%20and%20beyond:%20from%20DNA%20topology%20to%20break%20repair.%20NAR%20Cancer%202021,%203%20(1).%0D13.%20Jang,%20J.%20Y.;%20Kim,%20D.;%20Kim,%20N.%20D.%20Recent%20Developments%20in%20Combination%20Chemotherapy%20for%20Colorectal%20and%20Breast%20Cancers%20with%20Topoisomerase%20Inhibitors.%20Int%20J%20Mol%20Sci%202023,%2024%20(9).%20%0D14.%20Innocenti,%20F.;%20Undevia,%20S.%20D.;%20Iyer,%20L.;%20Chen,%20P.%20X.;%20Das,%20S.;%20Kocherginsky,%20M.;%20Karrison,%20T.;%20Janisch,%20L.;%20Ram%C3%ADrez,%20J.;%20Rudin,%20C.%20M.;%20et%20al.%20Genetic%20variants%20in%20the%20UDP-glucuronosyltransferase%201A1%20gene%20predict%20the%20risk%20of%20severe%20neutropenia%20of%20irinotecan.%20J%20Clin%20Oncol%202004,%2022%20(8),%201382-1388.%20%0D15.%20Diaz-Villamarin,%20X.;%20Nieto-Sanchez,%20M.%20T.;%20Martinez-Perez,%20M.;%20Novo-Gonzalez,%20P.;%20Fernandez-Varon,%20E.;%20Torres-Garcia,%20A.;%20Gonzalez%20Astorga,%20B.;%20Blancas,%20I.;%20Cabeza-Barrera,%20J.;%20Moron,%20R.%20Dose-Limiting%20Toxicities%20and%20the%20Maximum%20Tolerated%20Dose%20of%20Irinotecan%20Based%20on%20UGT1A1%20Genotypes:%20A%20Systematic%20Review.%20Pharmaceutics%202025,%2017%20(5).%20%0D16.%20Gbolahan,%20O.%20B.;%20O'Neil,%20B.%20H.;%20McRee,%20A.%20J.;%20Sanoff,%20H.%20K.;%20Fallon,%20J.%20K.;%20Smith,%20P.%20C.;%20Ivanova,%20A.;%20Moore,%20D.%20T.;%20Dumond,%20J.;%20Asher,%20G.%20N.%20A%20phase%20I%20evaluation%20of%20the%20effect%20of%20curcumin%20on%20dose-limiting%20toxicity%20and%20pharmacokinetics%20of%20irinotecan%20in%20participants%20with%20solid%20tumors.%20Clin%20Transl%20Sci%202022,%2015%20(5),%201304-1315.%20%0D17.%20Armstrong,%20D.;%20O'Reilly,%20S.%20Clinical%20Guidelines%20for%20Managing%20Topotecan-Related%20Hematologic%20Toxicity.%20Oncologist%201998,%203%20(1),%204-10.%20%0D18.%20Jakobsen,%20A.-K.;%20Lauridsen,%20K.%20L.;%20Samuel,%20E.%20B.;%20Proszek,%20J.;%20Knudsen,%20B.%20R.;%20Hager,%20H.;%20Stougaard,%20M.%20Correlation%20between%20topoisomerase%20I%20and%20tyrosyl-DNA%20phosphodiesterase%201%20activities%20in%20non-small%20cell%20lung%20cancer%20tissue.%20Exp%20Mol%20Pathol%202015,%2099%20(1),%2056-64.%0D19.%20Pommier,%20Y.;%20Leo,%20E.;%20Zhang,%20H.;%20Marchand,%20C.%20DNA%20Topoisomerases%20and%20Their%20Poisoning%20by%20Anticancer%20and%20Antibacterial%20Drugs.%20Chem%20Biol%202010,%2017%20(5),%20421-433.%0D20.%20Barthelmes,%20H.%20U.;%20Habermeyer,%20M.;%20Christensen,%20M.%20O.;%20Mielke,%20C.;%20Interthal,%20H.;%20Pouliot,%20J.%20J.;%20Boege,%20F.;%20Marko,%20D.%20TDP1%20Overexpression%20in%20Human%20Cells%20Counteracts%20DNA%20Damage%20Mediated%20by%20Topoisomerases%20I%20and%20II.%20J%20Biol%20Chem%202004,%20279%20(53),%2055618-55625.%0D21.%20Moor,%20N.%20A.;%20Vasil'eva,%20I.%20A.;%20Anarbaev,%20R.%20O.;%20Antson,%20A.%20A.;%20Lavrik,%20O.%20I.%20Quantitative%20characterization%20of%20protein%E2%80%93protein%20complexes%20involved%20in%20base%20excision%20DNA%20repair.%20Nucleic%20Acids%20Res%202015,%2043%20(12),%206009-6022.%0D22.%20Spiegel,%20J.%20O.;%20Van%20Houten,%20B.;%20Durrant,%20J.%20D.%20PARP1:%20Structural%20insights%20and%20pharmacological%20targets%20for%20inhibition.%20DNA%20Repair%20(Amst)%202021,%20103,%20103125.%20%0D23.%20Keller,%20K.%20M.;%20Koetsier,%20J.;%20Schild,%20L.;%20Amo-Addae,%20V.;%20Eising,%20S.;%20van%20den%20Handel,%20K.;%20Ober,%20K.;%20Koopmans,%20B.;%20Essing,%20A.;%20van%20den%20Boogaard,%20M.%20L.;%20et%20al.%20The%20potential%20of%20PARP%20as%20a%20therapeutic%20target%20across%20pediatric%20solid%20malignancies.%20BMC%20Cancer%202023,%2023%20(1),%20310.%20%0D24.%20LoRusso,%20P.%20M.;%20Li,%20J.;%20Burger,%20A.;%20Heilbrun,%20L.%20K.;%20Sausville,%20E.%20A.;%20Boerner,%20S.%20A.;%20Smith,%20D.;%20Pilat,%20M.%20J.;%20Zhang,%20J.;%20Tolaney,%20S.%20M.;%20et%20al.%20Phase%20I%20Safety,%20Pharmacokinetic,%20and%20Pharmacodynamic%20Study%20of%20the%20Poly(ADP-ribose)%20Polymerase%20(PARP)%20Inhibitor%20Veliparib%20(ABT-888)%20in%20Combination%20with%20Irinotecan%20in%20Patients%20with%20Advanced%20Solid%20Tumors.%20Clin%20Cancer%20Res%202016,%2022%20(13),%203227-3237.%20%0D25.%20Smith,%20L.%20M.;%20Willmore,%20E.;%20Austin,%20C.%20A.;%20Curtin,%20N.%20J.%20The%20novel%20poly(ADP-Ribose)%20polymerase%20inhibitor,%20AG14361,%20sensitizes%20cells%20to%20topoisomerase%20I%20poisons%20by%20increasing%20the%20persistence%20of%20DNA%20strand%20breaks.%20Clin%20Cancer%20Res%202005,%2011%20(23),%208449-8457.%20%0D26.%20Znojek,%20P.;%20Willmore,%20E.;%20Curtin,%20N.%20J.%20Preferential%20potentiation%20of%20topoisomerase%20I%20poison%20cytotoxicity%20by%20PARP%20inhibition%20in%20S%20phase.%20Br%20J%20Cancer%202014,%20111%20(7),%201319-1326.%20%0D27.%20Oh,%20S.;%20Kim,%20S.;%20Keam,%20B.;%20Youk,%20J.;%20Kim,%20T.%20M.;%20Kim,%20D.%20W.;%20Kim,%20M.%20The%20Synergistic%20Effect%20of%20PARP%20Inhibitors%20and%20Irinotecan%20in%20Small%20Cell%20Lung%20Cancer%20Cells.%20Cancer%20Res%20Treat%202025,%2057%20(4),%201040-1050.%20%0D28.%20Maiorano,%20B.%20A.;%20Catalano,%20M.;%20Maiorano,%20M.%20F.%20P.;%20Signori,%20A.;%20Loizzi,%20V.;%20Cormio,%20G.;%20Reni,%20M.;%20Roviello,%20G.;%20Necchi,%20A.%20Hematological%20toxicity%20of%20parp%20inhibitors%20in%20solid%20tumors:%20a%20systematic%20review%20and%20safety%20meta-analysis.%20Cancer%20Metastasis%20Rev%202025,%2044%20(3),%2065.%20%0D29.%20Friedlander,%20M.;%20Lee,%20Y.%20C.;%20Tew,%20W.%20P.%20Managing%20Adverse%20Effects%20Associated%20With%20Poly%20(ADP-ribose)%20Polymerase%20Inhibitors%20in%20Ovarian%20Cancer:%20A%20Synthesis%20of%20Clinical%20Trial%20and%20Real-World%20Data.%20Am%20Soc%20Clin%20Oncol%20Edu%20Book%202023,%20%20(43),%20e390876.%0D30.%20Uekusa,%20R.;%20Yokoi,%20A.;%20Watanabe,%20E.;%20Yoshida,%20K.;%20Yoshihara,%20M.;%20Tamauchi,%20S.;%20Shimizu,%20Y.;%20Ikeda,%20Y.;%20Yoshikawa,%20N.;%20Niimi,%20K.;%20et%20al.%20Safety%20assessments%20and%20clinical%20features%20of%20PARP%20inhibitors%20from%20real-world%20data%20of%20Japanese%20patients%20with%20ovarian%20cancer.%20Sci%20Rep%202024,%2014%20(1),%2012595.%20%0D31.%20Chelariu-Raicu,%20A.;%20Trillsch,%20F.;%20Burges,%20A.;%20Czogalla,%20B.;%20Hester,%20A.;%20Wuerstlein,%20R.;%20Harbeck,%20N.;%20Mahner,%20S.%20PARP%20inhibitors:%20risk%20factors%20for%20toxicity%20and%20matching%20patients%20to%20the%20proper%20poly%20(ADP-ribose)%20polymerase%20inhibitor%20(PARPi)%20therapy.%20I%20J%20Gynecol%20Cancer%202023,%2033%20(5),%20812-822.%0D32.%20Sandhu,%20D.;%20Antolin,%20A.%20A.;%20Cox,%20A.%20R.;%20Jones,%20A.%20M.%20Identification%20of%20different%20side%20effects%20between%20PARP%20inhibitors%20and%20their%20polypharmacological%20multi-target%20rationale.%20Br%20J%20Clin%20Pharmacol%202022,%2088%20(2),%20742-752.%0D33.%20Szalontai,%20J.;%20Szarvas,%20T.;%20Miszczyk,%20M.;%20Nyirady,%20P.;%20Shariat,%20S.%20F.;%20Fazekas,%20T.%20Toxicities%20of%20PARP%20inhibitors%20in%20genitourinary%20cancers.%20Curr%20Opin%20Urol%202025,%2035%20(4),%20467-471.%20%0D34.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Banda,%20S.;%20Darici,%20Y.;%20%C3%9Cren,%20A.;%20Tse-Dinh,%20Y.-C.%20Characterization%20of%20molecular%20interactions%20between%20Escherichia%20coli%20RNA%20polymerase%20and%20topoisomerase%20I%20by%20molecular%20simulations.%20FEBS%20Lett%202016,%20590%20(17),%202844-2851.%0D35.%20Banda,%20S.;%20Tiwari,%20P.%20B.;%20Darici,%20Y.;%20Tse-Dinh,%20Y.-C.%20Investigating%20direct%20interaction%20between%20Escherichia%20coli%20topoisomerase%20I%20and%20RecA.%20Gene%202016,%20585%20(1),%2065-70.%0D36.%20Gautam,%20N.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Characterization%20of%20molecular%20interactions%20between%20HDAC7%20and%20MEF2A.%20J%20Biomol%20Struct%20Dyn%202024,%201-10.%20%0D37.%20Gautam,%20N.;%20Wang,%20S.;%20Uren,%20A.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.%20Mapping%20the%20Interactions%20Among%20Class%20IIa%20Histone%20Deacetylases%20and%20Myocyte%20Enhancer%20Factor%202s.%20J%20Chem%20Inf%20Model%202025,%2065%20(12),%206249-6260.%20%0D38.%20Myszka,%20D.%20G.%20Kinetic%20analysis%20of%20macromolecular%20interactions%20using%20surface%20plasmon%20resonance%20biosensors.%20CurOpi%20Biotechnol%201997,%208%20(1),%2050-57.%0D39.%20Wilson,%20W.%20D.%20Analyzing%20Biomolecular%20Interactions.%20Science%202002,%20295%20(5562),%202103-2105.%0D40.%20Tiwari,%20P.%20B.;%20Wang,%20X.;%20He,%20J.;%20Darici,%20Y.%20Analyzing%20surface%20plasmon%20resonance%20data:%20choosing%20a%20correct%20biphasic%20model%20for%20interpretation.%20Rev%20Sci%20Instrum%202015,%2086%20(3),%20035001.%20%0D41.%20Tiwari,%20P.%20B.;%20Uren,%20A.;%20He,%20J.;%20Darici,%20Y.;%20Wang,%20X.%20Note:%20Model%20identification%20and%20analysis%20of%20bivalent%20analyte%20surface%20plasmon%20resonance%20data.%20Rev%20Sci%20Instrum%202015,%2086%20(10),%20106107.%20%0D42.%20Soohoo,%20S.%20M.;%20Tiwari,%20P.%20B.;%20Suzuki,%20Y.%20J.;%20Brelidze,%20T.%20I.%20Investigation%20of%20PAS%20and%20CNBH%20domain%20interactions%20in%20hERG%20channels%20and%20effects%20of%20long-QT%20syndrome-causing%20mutations%20with%20surface%20plasmon%20resonance.%20J%20Biol%20Chem%202022,%20298%20(1),%20101433.%20%0D43.%20Andrys-Olek,%20J.;%20Selvanesan,%20B.%20C.;%20Varghese,%20S.;%20Arriaza,%20R.%20H.;%20Tiwari,%20P.%20B.;%20Chruszcz,%20M.;%20Borowski,%20T.;%20Upadhyay,%20G.%20Experimental%20and%20Computational%20Studies%20Reveal%20Novel%20Interaction%20of%20Lymphocytes%20Antigen%206K%20to%20TGF-beta%20Receptor%20Complex.%20Int%20J%20Mol%20Sci%202023,%2024%20(16).%20%0D44.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20%C3%9Cren,%20A.%20Investigating%20molecular%20interactions%20between%20oxidized%20neuroglobin%20and%20cytochrome%20c.%20Sci%20Rep%202018,%208%20(1),%2010557.%0D45.%20Garcia,%20P.%20K.;%20Martinez%20Borrero,%20R.;%20Annamalai,%20T.;%20Diaz,%20E.;%20Balarezo,%20S.;%20Tiwari,%20P.%20B.;%20Tse-Dinh,%20Y.%20C.%20Localization%20of%20Mycobacterium%20tuberculosis%20topoisomerase%20I%20C-terminal%20sequence%20motif%20required%20for%20inhibition%20by%20endogenous%20toxin%20MazF4.%20Front%20Microbiol%202022,%2013,%201032320.%20%0D46.%20Yan,%20D.;%20Ma,%20Y.;%20Chen,%20X.;%20Deng,%20S.;%20Wang,%20Q.%20Molecular%20dynamics-driven%20drug%20discovery.%20Phys%20Chem%20Chem%20Phys%202025,%2027%20(24),%2012633-12651.%20%0D47.%20Li,%20X.;%20Fang,%20Z.;%20Li,%20D.;%20Li,%20Z.%20Binding%20kinetics%20study%20of%20SARS-CoV-2%20main%20protease%20and%20potential%20inhibitors%20via%20molecular%20dynamics%20simulations.%20Phys%20Chem%20Chem%20Phys%202023,%2025%20(22),%2015135-15145.%20%0D48.%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Seddek,%20A.;%20Annamalai,%20T.;%20Uren,%20A.;%20Tse-Dinh,%20Y.%20C.%20Covalent%20Complex%20of%20DNA%20and%20Bacterial%20Topoisomerase:%20Implications%20in%20Antibacterial%20Drug%20Development.%20ChemMedChem%202020,%2015%20(7),%20623-631.%20%0D49.%20Thapa,%20B.;%20Adhikari,%20N.%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.%20A%205'-Flanking%20C/G%20Pair%20at%20the%20Core%20Region%20Enhances%20the%20Recognition%20and%20Binding%20of%20Kaiso%20to%20Methylated%20DNA.%20J%20Chem%20Inf%20Model%202023,%2063%20(7),%202095-2103.%20%0D50.%20Zhang,%20Y.%20I-TASSER%20server%20for%20protein%203D%20structure%20prediction.%20BMC%20Bioinformatics%202008,%209,%2040.%0D51.%20Davies,%20D.%20R.;%20Interthal,%20H.;%20Champoux,%20J.%20J.;%20Hol,%20W.%20G.%20The%20crystal%20structure%20of%20human%20tyrosyl-DNA%20phosphodiesterase,%20Tdp1.%20Structure%202002,%2010%20(2),%20237-248.%20%0D52.%20Sayers,%20Eric%C2%A0W.;%20Beck,%20J.;%20Bolton,%20Evan%C2%A0E.;%20Brister,%20J%C2%A0R.;%20Chan,%20J.;%20Connor,%20R.;%20Feldgarden,%20M.;%20Fine,%20Anna%C2%A0M.;%20Funk,%20K.;%20Hoffman,%20J.;%20et%20al.%20Database%20resources%20of%20the%20National%20Center%20for%20Biotechnology%20Information%20in%202025.%20Nucleic%20Acids%20Res%202024,%2053%20(D1),%20D20-D29.%0D53.%20Humphrey,%20W.;%20Dalke,%20A.;%20Schulten,%20K.%20VMD:%20visual%20molecular%20dynamics.%20J%20Mol%20Graph%201996,%2014%20(1),%2033-38,%2027-38.%20%0D54.%20Langelier,%20M.%20F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Structural%20basis%20for%20DNA%20damage-dependent%20poly(ADP-ribosyl)ation%20by%20human%20PARP-1.%20Science%202012,%20336%20(6082),%20728-732.%20%0D55.%20Nagashima,%20T.;%20Hayashi,%20F.;%20Yokoyama,%20S.%20Solution%20structure%20of%20BRCT%20domain%20of%20poly(ADP-ribose)%20polymerase-1.%202005.%20%20DOI:%20https://doi.org/10.2210/pdb2COK/pdb%0D56.%20Langelier,%20M.-F.;%20Planck,%20J.%20L.;%20Roy,%20S.;%20Pascal,%20J.%20M.%20Crystal%20Structures%20of%20Poly(ADP-ribose)%20Polymerase-1%20(PARP-1)%20Zinc%20Fingers%20Bound%20to%20DNA:%20STRUCTURAL%20AND%20FUNCTIONAL%20INSIGHTS%20INTO%20DNA-DEPENDENT%20PARP-1%20ACTIVITY.%20J%20Biol%20Chem%202011,%20286%20(12),%2010690-10701.%0D57.%20Phillips,%20J.%20C.;%20Braun,%20R.;%20Wang,%20W.;%20Gumbart,%20J.;%20Tajkhorshid,%20E.;%20Villa,%20E.;%20Chipot,%20C.;%20Skeel,%20R.%20D.;%20Kale,%20L.;%20Schulten,%20K.%20Scalable%20molecular%20dynamics%20with%20NAMD.%20J%20Comput%20Chem%202005,%2026%20(16),%201781-1802.%20%0D58.%20Schneidman-Duhovny,%20D.;%20Inbar,%20Y.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20PatchDock%20and%20SymmDock:%20servers%20for%20rigid%20and%20symmetric%20docking.%20Nucleic%20Acids%20Res%202005,%2033%20(Web%20Server%20issue),%20W363-367.%20%0D59.%20Mashiach,%20E.;%20Schneidman-Duhovny,%20D.;%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20a%20web%20server%20for%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Nucleic%20Acids%20Res%202008,%2036%20(Web%20Server%20issue),%20W229-232.%20%0D60.%20Andrusier,%20N.;%20Nussinov,%20R.;%20Wolfson,%20H.%20J.%20FireDock:%20fast%20interaction%20refinement%20in%20molecular%20docking.%20Proteins%202007,%2069%20(1),%20139-159.%20%0D61.%20Huang,%20J.;%20Rauscher,%20S.;%20Nawrocki,%20G.;%20Ran,%20T.;%20Feig,%20M.;%20de%20Groot,%20B.%20L.;%20Grubmuller,%20H.;%20MacKerell,%20A.%20D.,%20Jr.%20CHARMM36m:%20an%20improved%20force%20field%20for%20folded%20and%20intrinsically%20disordered%20proteins.%20Nat%20Methods%202017,%2014%20(1),%2071-73.%20%0D62.%20Koirala,%20R.%20P.;%20Pokhrel,%20R.;%20Baral,%20P.;%20Tiwari,%20P.%20B.;%20Chapagain,%20P.%20P.;%20Adhikari,%20N.%20P.%20Structural%20insights%20into%20the%20repair%20mechanism%20of%20AGT%20for%20methyl-induced%20DNA%20damage.%20Biol%20Chem%202021,%20402%20(10),%201203-1211.%20%0D63.%20Lee,%20J.;%20Cheng,%20X.;%20Swails,%20J.%20M.;%20Yeom,%20M.%20S.;%20Eastman,%20P.%20K.;%20Lemkul,%20J.%20A.;%20Wei,%20S.;%20Buckner,%20J.;%20Jeong,%20J.%20C.;%20Qi,%20Y.;%20et%20al.%20CHARMM-GUI%20Input%20Generator%20for%20NAMD,%20GROMACS,%20AMBER,%20OpenMM,%20and%20CHARMM/OpenMM%20Simulations%20Using%20the%20CHARMM36%20Additive%20Force%20Field.%20J%20Chem%20Theory%20Comput%202016,%2012%20(1),%20405-413.%20%0D64.%20Glykos,%20N.%20M.%20Software%20news%20and%20updates%20carma:%20A%20molecular%20dynamics%20analysis%20program.%20J%20Comput%20Chem%202006,%2027%20(14),%201765-1768.%0D65.%20Zhou,%20X.;%20Hu,%20J.;%20Zhang,%20C.;%20Zhang,%20G.;%20Zhang,%20Y.%20Assembling%20multidomain%20protein%20structures%20through%20analogous%20global%20structural%20alignments.%20Proc%20Natl%20Acad%20Sci%20U%20S%20A%202019,%20116%20(32),%2015930-15938.%0D66.%20Zhang,%20Y.;%20Wen,%20B.;%20Peng,%20J.;%20Zuo,%20X.;%20Gong,%20Q.;%20Zhang,%20Z.%20Determining%20structural%20ensembles%20of%20flexible%20multi-domain%20proteins%20using%20small-angle%20X-ray%20scattering%20and%20molecular%20dynamics%20simulations.%20Protein%20Cell%202015,%206%20(8),%20619-623.%20%0D67.%20Marsh,%20J.%20A.;%20Teichmann,%20S.%20A.%20Relative%20solvent%20accessible%20surface%20area%20predicts%20protein%20conformational%20changes%20upon%20binding.%20Structure%202011,%2019%20(6),%20859-867.%20%0D68.%20Eustermann,%20S.;%20Wu,%20W.%20F.;%20Langelier,%20M.%20F.;%20Yang,%20J.%20C.;%20Easton,%20L.%20E.;%20Riccio,%20A.%20A.;%20Pascal,%20J.%20M.;%20Neuhaus,%20D.%20Structural%20Basis%20of%20Detection%20and%20Signaling%20of%20DNA%20Single-Strand%20Breaks%20by%20Human%20PARP-1.%20Mol%20Cell%202015,%2060%20(5),%20742-754.%20%0D69.%20Karplus,%20M.;%20McCammon,%20J.%20A.%20Molecular%20dynamics%20simulations%20of%20biomolecules.%20Nat%20Struct%20Biol%202002,%209%20(9),%20646-652.%20%0D70.%20Singh,%20W.;%20Karabencheva-Christova,%20T.%20G.;%20Black,%20G.%20W.;%20Ainsley,%20J.;%20Dover,%20L.;%20Christov,%20C.%20Z.%20Conformational%20Dynamics,%20Ligand%20Binding%20and%20Effects%20of%20Mutations%20in%20NirE%20an%20S-Adenosyl-L-Methionine%20Dependent%20Methyltransferase.%20Sci%20Rep%202016,%206,%2020107.%20%0D71.%20Shvetsov,%20A.%20V.;%20Lebedev,%20D.%20V.;%20Chervyakova,%20D.%20B.;%20Bakhlanova,%20I.%20V.;%20Yung,%20I.%20A.;%20Radulescu,%20A.;%20Kuklin,%20A.%20I.;%20Baitin,%20D.%20M.;%20Isaev-Ivanov,%20V.%20V.%20Structure%20of%20RecX%20protein%20complex%20with%20the%20presynaptic%20RecA%20filament:%20Molecular%20dynamics%20simulations%20and%20small%20angle%20neutron%20scattering.%20FEBS%20Lett%202014,%20588%20(6),%20948-955.%20%0D72.%20Paul,%20S.%20K.;%20Saddam,%20M.;%20Rahaman,%20K.%20A.;%20Choi,%20J.%20G.;%20Lee,%20S.%20S.;%20Hasan,%20M.%20Molecular%20modeling,%20molecular%20dynamics%20simulation,%20and%20essential%20dynamics%20analysis%20of%20grancalcin:%20An%20upregulated%20biomarker%20in%20experimental%20autoimmune%20encephalomyelitis%20mice.%20Heliyon%202022,%208%20(10),%20e11232.%20%0D73.%20Castrosanto,%20M.%20A.;%20Mukerjee,%20N.;%20Ramos,%20A.%20R.;%20Maitra,%20S.;%20Manuben,%20J.%20J.%20P.;%20Das,%20P.;%20Malik,%20S.;%20Hasan,%20M.%20M.;%20Alexiou,%20A.;%20Dey,%20A.;%20et%20al.%20Abetting%20host%20immune%20response%20by%20inhibiting%20rhipicephalus%20sanguineus%20Evasin-1:%20An%20in%20silico%20approach.%20PLoS%20One%202022,%2017%20(9),%20e0271401.%20%0D74.%20Fegade,%20B.%20S.;%20Jadhav,%20S.%20B.;%20Chaudhari,%20S.%20Y.;%20D,%20T.%20T.;%20Shantaram%20Uttekar,%20P.;%20Tabrez,%20S.;%20Khan,%20M.%20S.;%20Zaidi,%20S.%20K.;%20Mukerjee,%20N.;%20Ghosh,%20A.%20Synthesis%20and%20computational%20insights%20of%20flavone%20derivatives%20as%20potential%20estrogen%20receptor%20alpha%20(ER-%CE%B1)%20antagonist.%20J%20Biomol%20Struct%20Dyn%202024,%2042%20(24),%2013793-13802.%20%0D75.%20Gackowski,%20M.;%20J%C4%99drzejewski,%20M.;%20Medicharla,%20S.%20S.;%20Kondabala,%20R.;%20Madriwala,%20B.;%20M%C4%85dra-Gackowska,%20K.;%20Studzi%C5%84ska,%20R.%20Novel%20Thiourea%20and%20Oxime%20Ether%20Isosteviol-Based%20Anticoagulants:%20MD%20Simulation%20and%20ADMET%20Prediction.%20Pharmaceuticals%20(Basel)%202024,%2017%20(2).%20%0D76.%20Vangone,%20A.;%20Bonvin,%20A.%20M.%20Contacts-based%20prediction%20of%20binding%20affinity%20in%20protein-protein%20complexes.%20Elife%202015,%204,%20e07454.%0D
http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d6cp00941g


Data Availability Statement

A representative PDB files at the end of 700 ns all-atom MD simulations, topology and parameter 

files, configuration files, and other files including coordinate (.pdb) and structure (.psf) files are 

provided as the supporting files. Corresponding files for the CHARMM36m force field that were 

used in this study are available on the MacKerell Lab webpage 

(https://mackerell.umaryland.edu/charmm_ff.shtml) or on the CHARMM-GUI webpage 

(https://www.charmm-gui.org/). NAMD and VMD software can be downloaded from the 

developer’s webpage (https://www.ks.uiuc.edu/Development/). CARMA can be downloaded from 

the Glykos Lab webpage (https://utopia.duth.gr/glykos/Carma.html). Biacore T200 evaluation 

software version 3.2.1 comes with the Biacore T200 instrument and can be purchased from Cytiva 

(https://www.cytivalifesciences.com/). GraphPad Prism can be purchased from the GraphPad 

website (https://www.graphpad.com/).
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Protein coordinates in TDP1-PARP1 complex 

A representative file for protein coordinates in the TDP1-PARP1 complex (main text) is presented 

as a separate supplemental file with name TDP1_PARP1_complex.pdb. In this pdb file, segname 

PROA corresponds to PARP1 and segname PROB corresponds to TDP1. Sample topology and 

parameter files, configuration files, and other files including coordinate (.pdb) and structure (.psf) 

files are provided as the separate supporting files (Sample_topology_parameter_files.zip and 

Sample_configuration_restrain_coordinate_structure_files.zip). 

Simulation movie of the TDP1-PARP1 complex

A representative simulation movie for entire 700 ns all-atom MD simulation is uploaded as a 

separate supplemental file with name TDP1_PARP1_simulation_Movie.mov. In the simulation 

movie, the light-blue colored protein represents TDP1 and the orange-colored protein represents 

PARP1. The residues in licorice representation across the interface are the residues in both TDP1 

and PARP1 that established interfacial contacts. The lower structures in surface representation 

with dark-blue and red represent amino acid residues that were predicted to form hydrogen 

bonding. The same lower residue pairs together with the upper structures in surface representation 

were predicted to form salt bridges. The contact residues, hydrogen bonding, and salt bridges are 

also highlighted in Figures. 4 and 5, respectively in the main text. 
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