Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

Open Access Article. Published on 27 March 2024. Downloaded on 12/9/2025 8:32:24 AM.

(cc)

PCCP

Physical Chemistry Chemical Physics - An international journal

rsc.li/pccp

The Royal Society of Chemistry is the world’s leading chemistry community. Through our high impact journals and publications we
connect the world with the chemical sciences and invest the profits back into the chemistry community.

IN THIS ISSUE
ISSN 1463-9076 CODEN PPCPFQ 26(13) 9765-10450 (2024)

Cover

See Xiao You,

Joanna M. Atkin et al.,
pp. 9871-9879.
Image reproduced

by permission of
Muhammad Haroon,
Xiao You,

Joanna Atkin from
Phys. Chem. Chem. Phys.,
2024, 26, 9871.

Avtar Singh,* Jaspreet Dhau, Rajeev Kumar,
Rahul Badru and Ajeet Kaushik

REVIEWS
Pattern-illumination time-resolved phase Map & Dynamics
microscopy and its applications for
photocatalytic and photovoltaic materials
. =
Kenji Katayama c
2
(7
Time
Exploring the fluorescence properties of e
tellurium-containing molecules and their S ”;\‘ 5.
advanced applications £/ #7 selenium N’
~ \\\1 ;) \a%

P yw‘_,,,a 13 [I:Iuim.,gfeﬂ

This journal is © the Owner Societies 2024 Phys. Chem. Chem. Phys., 2024, 26, 9767-9782 | 9767


http://rsc.li/pccp
http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4cp90061h
https://pubs.rsc.org/en/journals/journal/CP
https://pubs.rsc.org/en/journals/journal/CP?issueid=CP026013

Open Access Article. Published on 27 March 2024. Downloaded on 12/9/2025 8:32:24 AM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

o ROYAL SOCIETY
PPN OF CHEMISTRY

Advances

At the heart of open access for
the global chemistry community

Editor-in-chief

Russell J Cox
Leibniz Universitat Hannover, Germany

We stand for:

Breadth We publish work in all
ﬂ areas of chemistry and reach a
global readership

Quality Research to advance the
chemical sciences undergoes
rigorous peer review for a trusted,

society-run journal

Submit your work now
rsc.li/rsc-advances

Registered charity number: 207890

Affordability Low APCs, discounts
and waivers make publishing open
access achievable and sustainable

Community Led by active
researchers, we publish quality
work from scientists at every
career stage, and all countries

@RSC_Adv


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4cp90061h

Open Access Article. Published on 27 March 2024. Downloaded on 12/9/2025 8:32:24 AM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

PERSPECTIVES

View Article Online

Art, fact and artifact: reflections on the cross-talk
between theory and experiment

Judith Herzfeld

experiment

theory

Structure, stability, reactivity and bonding in noble
gas compounds

Ranita Pal and Pratim Kumar Chattaraj*

HERGESA {
~ w

« »

.

mm
| G G P (Radon)
’
P
p

Not so Noble afterall...

COMMUNICATION

Effect of impurities on radical formation in gibbsite Y ¥

radiolysis o oH o o

HO—AI—OH HO—AI—OH HO—AI—OH [HO—AI—OH

. (l)H . (l)H (l)H NO° OH

Hanna Hlushko, Alejandro Ramos-Ballesteros, HO——0" HO—N—OH  HO—h—0H HO—h—0H

Ping Chen, Xin Zhang, Kevin M. Rosso, — 1T —

Carolyn I|. Pearce and Jay A. LaVerne* "4 "

RESEARCH PAPERS

10 kGy

18 22 21 20 1.9 1.8
g-factor

0kG; |
22 21 20 1.9
g factor

Nanoscale insights into graphene oxide reduction
by tip-enhanced Raman spectroscopy

Xiao You,* Sangita Maharjan, Kizhanipuram Vinodgopal
and Joanna M. Atkin*

This journal is © the Owner Societies 2024

Phys. Chem. Chem. Phys., 2024, 26, 9767-9782 | 9769


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4cp90061h

Open Access Article. Published on 27 March 2024. Downloaded on 12/9/2025 8:32:24 AM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

Conventional DNP Oops DNP Background signal suppression by opposite polarity
subtraction for targeted DNP NMR spectroscopy
Tafget Background et Background on mixture samples
_J\_ '\ I\
Zhongliang Zhang, Ken Kato, Hajime Tamaki and
Yoh Matsuki*
} po@:’eiggﬂi)n Canceled!
Background Background
CLEAN WATER Kiwi peel waste as a recyclable adsorbent to
t* remove textile dyes from water: Direct Blue 78
KIWI PEELS + DB DYEING removal and recovery

%,
ch HOT WATER

é%c ") '

<, 514 @ 3
&, )

DIRECTBLUE78 % RECYCLING
(0B)

KIWI PEELS

Jennifer Gubitosa, Vito Rizzi,* Paola Fini, Sergio Nuzzo
and Pinalysa Cosma

1. Conformational

2. Experiment
vs Theory

3. Similarity scores

Replica Exchange
Molecular Dynamics ‘
Samplin,

Ping + RMSD Grouping 4. Atomistic Structures of

‘ I Ace-SIVSF-NHMe

Cont. X

| Cale. (vaDPT2)
nh

UL
Lo MU M &
4100 200 3300 3400 5500 0 3700 3800
wavenumber (cm)

of IR Spectra

\ 4

25 kJ mol-t

Score of Score of
Conf. Y  Conf. X

Calculated Conformers

Similarity scores of vibrational spectra reveal the
atomistic structure of pentapeptides in multiple
basins

Hiroki Otaki, Shun-ichi Ishiuchi, Masaaki Fuijii, Yuji Sugita
and Kiyoshi Yagi*

Lowest Vertical Electron Detachment Energies of GFP Model Anions

¢
p-HBDI "
. _ DF-HBDI
Experiment = 2.74 + 0.04 eV Experiment = 2.98 = 0.04 eV

EPT Method =2.78 eV EPT Method = 3.04 eV

9
< N A
Syn-DM-HBDI-

Experiment = 2.7 £ 0.04 eV
EPT Method = 2.81 eV

9770 | Phys. Chem. Chem. Phys., 2024, 26, 9767-9782

New-generation electron-propagator methods for
vertical electron detachment energies of molecular
anions: benchmarks and applications to model
green-fluorescent-protein chromophores

Ernest Opoku, Filip Pawtowski and J. V. Ortiz*

This journal is © the Owner Societies 2024


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4cp90061h

Open Access Article. Published on 27 March 2024. Downloaded on 12/9/2025 8:32:24 AM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

Modulation of luminescence properties of circularly
polarized thermally activated delayed fluorescence
molecules with axial chirality by donor engineering

Shulei Liu, Songsong Liu, Yang Gao, Lili Lin,
Chuan-Kui Wang, Jianzhong Fan* and Yuzhi Song*

m Axial Chirality

mLargeg,,
O m Rapid RISC
Chiral skeleton
Donor & Acceptor

Exploring mechanochemistry of pharmaceutical
cocrystals: effect of incident angle on molecular
mixing during simulated indentations of two
organic solids

Michael Ferguson* and Tomislav FrisCic*

Facile
molecular
mixing

e

Connective neck
formation

IR spectroscopic characterization of 3d transition
metal carbene cations, FeCH," and CoCH,*:
periodic trends and a challenge for DFT approaches

Frank J. Wensink, Corry E. Smink, P. B. Armentrout* and
Joost M. Bakker*

failed charge separation

T T T
500 1000 1500

Wavenumber / cm™

UV photolysis of thiourea and its N-methylated
derivative in cryogenic matrices

Sandor Gobi,* Barbara Keresztes, Anita Schneiker and
Gyorgy Tarczay

This journal is © the Owner Societies 2024

Phys. Chem. Chem. Phys., 2024, 26, 9767-9782 | 9771


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4cp90061h

Open Access Article. Published on 27 March 2024. Downloaded on 12/9/2025 8:32:24 AM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

Reactivity of Ts and At oxides and oxyhydrides with
a gold surface from periodic DFT calculations

Anton Ryzhkov, Valeria Pershina, Miroslav Ilias* and
Vladimir Shabaev

a-RDX /1 HMX &CL-20

dssew NNP
ebsew Training

|<®<®

?(,‘
\;a@ %, Thermal

Deep Potential

Determining the mechanical and decomposition
properties of high energetic materials (a-RDX,
p-HMX, and ¢-CL-20) using a neural network
potential

Mingjie Wen, Xiaoya Chang, Yabei Xu, Dongping Chen
and Qingzhao Chu*

m
Density Functional Theory - [ Model and
gvx ~
\ Benchmark w
/’_\ </
| Mechanistic ‘
C“Inveshgatlons“‘><\// \/?

vy

Redox Properties/
Comparison with
Experiment

The reduction behavior of sulfurized
polyacrylonitrile (SPAN) in lithium—sulfur batteries
using a carbonate electrolyte: a computational
study

S. V. Klostermann, J. Kappler, A. Waigum, M. R. Buchmeiser,
A. Kéhn and J. Kastner*

oo 0 ©
%w O co
)] Bihalide production
Proton
Hydride substitution abstraction V
") e s 4
g&) H, production

Chloride ¢
0@

substitution

9772 | Phys. Chem. Chem. Phys., 2024, 26, 9767-9782

Detailed quasiclassical dynamics of the F~ + SiH3Cl
multi-channel reaction

Attila A. Dékany and Gabor Czako*

This journal is © the Owner Societies 2024


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4cp90061h

Open Access Article. Published on 27 March 2024. Downloaded on 12/9/2025 8:32:24 AM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

Stereoelectronic interactions are too weak to

explain the molecular conformation in solid state of

cis-2-tert-butyl-5-(tert-butylsulfonyl)-1,3-dioxane

Fatima M. Soto-Suarez, Tania Rojo-Portillo,

Eduardo H. Huerta, Alejandro Aguilera-Cruz,

Alberto Tapia-Barcenas, David Atahualpa Contreras-Cruz,
Rubén A. Toscano, Beatriz Quirdz-Garcia,

Aaron Rojas-Aguilar, Fernando Cortés-Guzman,

John Bacsa, Karla Ramirez-Guialito,

José Enrique Barquera-Lozada and Gabriel Cuevas*

Application of the symmetric Poisson—Boltzmann
theory to a model colloidal mixture

Miguel Molero, Christopher W. Outhwaite and
Lutful Bari Bhuiyan*

50 100 150 200 250
r/nm

Theory vs simulations colloid / ion radial distribution functions

A fluorescence based dual sensor for Zn?* and
PO,>~ and the application of soft computing
methods to predict machine learning outcomes

Shashanka Shekhar Samanta, Subhadip Giri,
Sourav Mandal, Usha Mandal, Hasibul Beg and Ajay Misra*

»
‘Strong Fluorescent

Weak Fluorescent
it

_:f

Varying the degree of oxidation of graphite: effect
of oxidation time and oxidant mass

loannis Karnis, Fanourios Krasanakis, Labrini Sygellou,
Anastassia N. Rissanou, Konstantinos Karatasos and
Kiriaki Chrissopoulou*

This journal is © the Owner Societies 2024

Increasing
Oxidant Mass A

Intensity (a.u)

40

26(°)

Phys. Chem. Chem. Phys., 2024, 26, 9767-9782 | 9773


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4cp90061h

Open Access Article. Published on 27 March 2024. Downloaded on 12/9/2025 8:32:24 AM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

Top-down milling
Front-back milling

v

Direct visualization and 3D reconstruction of
conductive filaments in aSiO, material-based
memristive device

Stanislav Slang, Bin Gu, Bo Zhang,* Petr Janicek,
Jhonatan Rodriguez-Pereira and Tomas Wagner

Free Conformation

v Faster Anisotropy Decay

N %

Vibrational Anisotropy

v Stronger DTPA-Metal Binding
¥ Faster Vibrational Energy Transfer

Vibrational Anisotropy

Ln**-DTPA

|A| Lanthanide Bound
@ Conformation

Vibrational anisotropy decay resolves rare earth
binding induced conformational change in DTPA

Ranadeb Ball, Jessica A. Jackson, Tomekia Simeon,
George C. Schatz, Jenifer C. Shafer and
Jessica M. Anna*

DC voltammetry analysis

AL Background

Estimation of the electrochemical active site density
of a metal-free carbon-based catalyst using

: W Comection N . phosphomolybdate (PMo;,) as an adsorbate
i‘x > E g
3 Vs Rajan Maurya, Rubul Das, Shreya Sharma and
% ; = g Manoj Neergat*
[} > j'n‘
2 FFT/IFFT >
—_
MECSim
Simulations
Large amplitude FTacV analysis
L Y e Structure-dependent spin-polarized electron
. 0sear e 2’:::::::: transport in twin-crystal Cu; ,Eu,O semiconductors
0021 . 082at. % | ¢ iiiiziziie
- . 0.94at % E4ittiaeeees ; ; i i
= D Tozat vt Kewei Zhang, Xi Chen, Mingyan Chuai* and
S e vve— Mingzhe Zhang*
E cesnnaoet® Bl Toos /N
E\'M)Z \

-0.02+

ITTITT LIS
M ETTTTIA

STYOTPLEs L

00 04 08
Content (at. %)

-0.04-— T
-6000 -3000

0

H (Oe)

9774 | Phys. Chem. Chem. Phys., 2024, 26, 9767-9782

3000 6000

This journal is © the Owner Societies 2024


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4cp90061h

Open Access Article. Published on 27 March 2024. Downloaded on 12/9/2025 8:32:24 AM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

Strain-induced topological phase transition in
ferromagnetic Janus monolayer MnSbBiS,Te,

Romakanta Bhattarai, Peter Minch, Yunfan Liang,
Shengbai Zhang and Trevor David Rhone*

The strength of the OH-bend/OH-stretch Fermi
resonance in small water clusters

Nils O. B. Luttschwager

Investigation of the lattice thermal transport
properties of Janus XClO (X = Cr, Ir) monolayers
by first-principles calculations

Peng Gao, Xihao Chen,* Zonghang Liu, Jiwen Li and
Ning Wang*

T T
® CCOx, O CCOx,
® CICOx, O CICOx,

&1

{Slele)
gl O
5a2BaRI000000

0 T
200 400 600 800
Temperature (K)

Lt A

1000

Crystallization kinetics of (S)-4'-(1-methylheptyl-
oxycarbonyl)biphenyl-4-yl 4-[4-(2,2,3,3,4,4,4-
heptafluorobutoxy)but-1-oxy]-2-fluorobenzoate

Aleksandra Deptuch,* Sebastian Lalik,

Matgorzata Jasiurkowska-Delaporte,
Magdalena Urbanska and Monika Marzec

This journal is © the Owner Societies 2024

Phys. Chem. Chem. Phys., 2024, 26, 9767-9782 | 9775


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4cp90061h

Open Access Article. Published on 27 March 2024. Downloaded on 12/9/2025 8:32:24 AM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

Precise molecular engineering for the preparation
of pyridinium photosensitizers with efficient ROS
generation and photothermal conversion

Weidong Yin, Jianging Li, Yucheng Ma, Weiqgiang Li,
Yanping Huo, Zujin Zhao* and Shaomin Ji*

Dotted hlue hox represent PANI polymer metrix

Polarization d‘“\\ CNTs Polarization @

@

Defect Dipole capacnor like

1|- PANINFO@RGO

o L o / \
2 k .Q{fﬁ‘ \. electron
i

Electron

network

B

electron

Magnetic Resonance

| vv ° i g
o mlgraﬂoiﬁv
PAl

NI/NFO@CNTs,
Capacltor like netwovk

Effect of carbon allotropes and thickness variation
on the EMI shielding properties of PANI/NFO@CNTSs
and PANI/NFO@RGO ternary composite systems

Syeda Javaria Kazmi, Saeed Ur Rehman, M. Nadeem,
Ubaid Ur Rehman, Shahzad Hussain* and
Sadia Manzoor*

Investigation of the effects on proton relaxation
times upon encapsulation in a water-soluble
synthetic receptor

Krishna N. Chaudhary, Kyra |. Brosnahan,
Lucas J. Gibson-Elias, Jose L. Moreno Jr,
Briana L. Hickey, Richard J. Hooley and
Bethany G. Caulkins*

0

CB ¢ >E, CB

7

4

Bandgap (V)

“T)efect state} "'""

o electron s
.

21

Linear optical propert

s E %|E,
18 cu3dstate * 8
5@ 900, Transmi

Incident Pulse

T
Cu (mol%)

tted Pulse

00
008°%%000 & 0%% 4
$
% o

° § 5
hole VB VB

Nonlinear optical
property

s n, (x10°"%)(em?W)

Pristine TiO,  Cu doped TiO,

27 242628
Band gap (eV)

9776 | Phys. Chem. Chem. Phys., 2024, 26, 9767-9782

30

Influence of defects on the linear and nonlinear
optical properties of Cu-doped rutile TiO,
microflowers

Subhashree Sahoo, Km. Surbhi, Sourav Bhakta,
Ritwick Das and Pratap K. Sahoo*

This journal is © the Owner Societies 2024


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4cp90061h

Open Access Article. Published on 27 March 2024. Downloaded on 12/9/2025 8:32:24 AM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

[{ec

RESEARCH PAPERS

View Article Online

Composite interfaces of g-C3N, fragments loaded
on a Cu substrate for CO, reduction

Qiang Gong, Jianling Xiong, Tanyu Zhou, Wenkai Bao,
Xiuyun Zhang, Guiwu Liu,* Guanjun Qiao and Ziwei Xu*

Phonon thermophoresis of crystalline nanoparticles
in liquids

Semen N. Semenov and Martin E. Schimpf

Nonisothermal

accumulation
LI Wk of diamond
. == (solid line)
8 and graphite
Isothermal (dashed line)
' 50-nm
.| concentration 4, nanoparticles
I~ . ATk
________ =i = X

Ultrafast spectroscopy of the hydrophilic
carotenoid crocin at various pH

Emrah Ozcan, Ivana Simova, David Bina, Radek Litvin
and Tomas Polivka*

Complexes of phosphine oxides with substituted
phenols: hydrogen bond characterization based
on shifts of P—=O0 stretching bands

Mikhail A. Kostin, Omar Alkhuder, Luhang Xu,
Danil V. Krutin, Ruslan E. Asfin* and Peter M. Tolstoy*

This journal is © the Owner Societies 2024

AH, k) molt

o

R A 1kJ molt per 5 cm™?
R—p=0"
/
R Avpo
—AVp_o, cm™! 80

Phys. Chem. Chem. Phys., 2024, 26, 9767-9782 | 9777


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4cp90061h

RESEARCH PAPERS

View Article Online

Construction of a novel S-type y-Bi,O3/CeO,
heterojunction for highly efficient photocatalytic
degradation of antibiotics

Jun Cao, Shuai Liu, Jiawei Wu, Bangfu Ding,* Liang Mao,
Lei Zhang, Shukai Zheng and Junying Zhang

Raman Intensity
-
g 2
= s L L L e
°
3

Methane dimer rovibrational states and Raman
transition moments

Alberto Martin Santa Daria, Gustavo Avila and Edit Matyus*

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

‘Water Flux
_

Increases

Open Access Article. Published on 27 March 2024. Downloaded on 12/9/2025 8:32:24 AM.

Salt Rejection
==

Same

Yw{ﬂ(.-(, Nw-r

[{ec

/’

Reduced GO
fxcyf;
ww S
B ; e

;;x f«v};“

AV [GHz]
Reduction-enhanced water flux through layered
graphene oxide (GO) membranes stabilized

u,0" 10" with H;O* and OH™ ions

Abhijit Gogoi,* Erik C. Neyts and Frangois M. Peeters

Relative permittivity

T
'

°

\Hyperbolic region

Reflectance

4

S

e

400 800
Wavelength (nm)

1200 1600 2000

b3
NE Coli
e

10001500 2000 2500 3000

Wavelength (nm)

9778 | Phys. Chem. Chem. Phys., 2024, 26, 9767-9782

Titanium nitride-based hyperbolic metamaterial for
near-infrared ultrasensitive sensing of microbes

Dip Sarker and Ahmed Zubair*

This journal is © the Owner Societies 2024


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4cp90061h

Open Access Article. Published on 27 March 2024. Downloaded on 12/9/2025 8:32:24 AM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

Theoretical insight into the doubly antiaromatic
carbon allotrope cyclo[16]carbon

Hao Li, Rakesh Parida, Shaul Mukamel* and Jin Yong Lee*

Carbon16

6.0 4.0 20 00 20 4.0 6.0
Length unit: Angstrom

60.0

10.0

20.0

40.0

Strain-induced excellent photocatalytic
performance in Z-scheme BlueP/y-SnS
heterostructures for water splitting

Quan Li, Jiabao Wang, Hao Huang, Guangting Zhao,
Ling-Ling Wang and Xiaojun Zhu*

2% sxurm Type-1 2% Stiain
=V )

8% St S'"‘" Z scheme

9 svain

Experimental and theoretical insights into the
supercapacitive performance of interconnected
WS, nanosheets

Shilpi Sengupta, Silda Peters, Tumpa Sadhukhan* and
Manab Kundu*

9099900003500000009000990000090000

s B

S

90909000030900000090909090009090000

Capacitance (A g"")
o il m i
&

o S

8

Capacitance retention (%)

1k 2k 3k ak sk ok 7
Cycle number

Insights on adsorption of pyocyanin in
montmorillonite using molecular dynamics
simulation

Bidemi Fashina,* Youjun Deng,* Tahir Cagin and
Randall Cygan

This journal is © the Owner Societies 2024

Pyocvamn

m aﬁix s

Pyocyanin-Montmorillonite

H-bonding
Q
O, <
o ©
o i
ﬁlﬁ “ 2 ;.C,
v\g :,v $% .,v o

lon-dipole interaction

Phys. Chem. Chem. Phys., 2024, 26, 9767-9782 | 9779


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4cp90061h

Open Access Article. Published on 27 March 2024. Downloaded on 12/9/2025 8:32:24 AM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

MMGBSA(R, = 0.513)

» MM/GBSA » H
MM/PBSA
(solvation model/dielectric oo
constant/force filed...)

-100 -

Ribonucleic acid (RNA)-ligand

Assessing the performance of MM/PBSA and
MM/GBSA methods. 10. Prediction reliability of
binding affinities and binding poses for RNA-ligand
complexes

Dejun Jiang, Hongyan Du, Huifeng Zhao, Yafeng Deng,
Zhenxing Wu, Jike Wang, Yundian Zeng, Haotian Zhang,
Xiaorui Wang, Ercheng Wang,* Tingjun Hou* and
Chang-Yu Hsieh*

Stability

ﬁ UV properties

Mechanism

HyC CH3 i CHs
m (%’ ’

NO,
4 dark or VIS

n,c\
NH Br CHy

CHy

Is this how bromine spiropyran salt is converted to
merocyanine under UV irradiation? A look through
the prism of quantum chemical calculations

Arthur R. Tulyabaev,* Artur A. Khuzin, Timur |. Lukmanov
and Denis Sh. Sabirov

Animal-like motion Microbial-like motion

Heliorhodopsin
(TaHeR) ) IR

K610us enusIod

all-trans

Picosecond quantum-classical dynamics reveals
that the coexistence of light-induced microbial and
animal chromophore rotary motion modulates the
isomerization quantum yield of heliorhodopsin

Riccardo Palombo, Leonardo Barneschi,
Laura Pedraza-Gonzalez, Xuchun Yang and
Massimo Olivucci*

. SROOH o g O KHP + OH
YWY o o -
¢} o] _CH 0O 0
¢ 3 07 o UHP + HO,
DHF +HO, Butanedial + OH H0{
13 Fumaraldehyde
1.6x10
— *¢00QOO0H
g 12 Butanedial
G 08 UHP + KHP
g
o
O 04
0.0 1 . ! 3 : . | .
0 10 20 30 40 50 60
Time (ms)

9780 | Phys. Chem. Chem. Phys., 2024, 26, 9767-9782

Time-resolved quantification of key species and
mechanistic insights in low-temperature
tetrahydrofuran oxidation

Maria Demireva,* Kendrew Au, Nils Hansen and
Leonid Sheps*

This journal is © the Owner Societies 2024


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4cp90061h

Open Access Article. Published on 27 March 2024. Downloaded on 12/9/2025 8:32:24 AM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

Bismuth-oxide nanoparticles: study in a beam and
as deposited

M.-H. Mikkeld, M. Marnauza, C. J. D. Hetherington,
R. Wallenberg, E. Marsell, Yen-Po Liu, A. Mikkelsen,
O. Bjérneholm, G. Ohrwall and M. Tchaplyguine

Magnetron

Insight into the activation mechanism of carbonic
anhydrase(i) through 2-(2-aminoethyl)-pyridine: a
promising pathway for enhanced enzymatic activity

Masoumeh Shams Ghamsary, Mina Ghiasi* and
S. Shahab Naghavi*

A bromide substituted 2D additive for stable and
efficient perovskite photovoltaics

Muhammad Sohail Abbas,* Sabir Hussain, Jianqi Zhang,
Boxin Wang, Zhen Wang, Chen Yang and Rashid Ahmad*

-2 3D Perovskite

00¢
00
00

Jse (mA/em2)
=

Y0.0.0:
o YIVIY XeoX®)
0 f-\m@%

D008

-22 2D-3D Perovskite Heterostructure

—2D/3D Perovskite Day 1
—2D/3D Perovskite Day 20

0 0.2 0.4

0.6 08 1
Vov (V)

Reverse charge transfer and decomposition
in Ca—Te compounds under high pressure

Yang Lv, Jianfu Li,* Zhaobin Zhang, Yanlei Geng,

Zhenzhen Xu, Yong Liu, Jianan Yuan, Qinglin Wang and
Xiaoli Wang*

This journal is © the Owner Societies 2024

.0
OOO

o+
o
oo
o

Phys. Chem. Chem. Phys., 2024, 26, 9767-9782 | 9781


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4cp90061h

Open Access Article. Published on 27 March 2024. Downloaded on 12/9/2025 8:32:24 AM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

Fuzzy Interactions

Protein-DNA Condensation

Probing the hierarchical dynamics of DNA-sperm
nuclear transition protein complexes through fuzzy
interaction and mesoscale condensation

Shanggiang Xie, Congran Yue, Sheng Ye* and Zhenlu Li*

2072 Subsmulmn &
()R Ge

Toxic + Unstable

Inversion
Asymmetry =

SoC

19 Hybrid

Perovskites

Rashba and Dresselhaus effects in doped
methylammonium lead halide perovskite MAPbI5

Megha Arya, Preeti Bhumla, Sajjan Sheoran and
Saswata Bhattacharya*

C

Energy Turnpike )

f Wrong D.torinlnants \

Hartree Fock

<&

2.010 A

-
Natural Orbitals

1.872 A

4

Unraveling the electronic structure of LuH, LuN,
and LuNH: building blocks of new materials

Nuno M. S. Almeida, Bradley K. Welch, Sasha C. North
and Angela K. Wilson*

Energy barrier (kcal/mol)

>

=

1.012
]

Ultrafaxt PT A

10
0 761 Field (><104 a u.)

1 gradually bec,

i
N2 no ba""ier

9782 | Phys. Chem. Chem. Phys., 2024, 26, 9767-9782

Effect of external electric fields on the ESDPT
process and photophysical properties
of 1,8-dihydroxy-2-naphthaldehyde

Xingzhu Tang, Yajie Zhang and Chaofan Sun*

This journal is © the Owner Societies 2024


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4cp90061h



