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Tomáš Polı́vka*

5087

First-principle oligopeptide structural optimization
with physical prior mean-driven Gaussian
processes: a test of synergistic impacts of the
kernel functional and coordinate system

Yibo Chang, Chong Teng and Junwei Lucas Bao*

4984 | Phys. Chem. Chem. Phys., 2025, 27, 4981–4991 This journal is the Owner Societies 2025

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 0

6 
N

ye
ny

an
ku

lu
 2

02
5.

 D
ow

nl
oa

de
d 

on
 2

02
5-

08
-1

2 
01

:2
5:

48
. 

 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

http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d5cp90047f


RESEARCH PAPERS

5098

Ligand-mediated interaction in a dispersion of
lead-halide perovskite nanocubes: implications
on directed structures in equilibrium

Avik Sasmal,* Edwine Tendong,* Tanusri Saha-Dasgupta
and Jaydeb Chakrabarti

5109

Carrier recombination dynamics in
[MAPbCl3]x[CsPbBr3]1�x shell-passivated
CsPbBr3 single crystals

Zheng Zou, Zijie Xiao, Wenxin Dong, Wei Dang,*
Shusheng Pan, Xiaojun Su and Wei Zhang*

5117

Analysis of bijel formation dynamics during
solvent transfer-induced phase separation
using phase-field simulations

Jesse M. Steenhoff* and Martin F. Haase*

5131

Two-dimensional piezoelectric AlSiX2 (X = N, P, As)
semiconductors with Raman activity, favorable
band-gap, and high carrier mobility based on
first-principles calculations

Tuan V. Vu, Nguyen N. Hieu, Nguyen T. Hiep,
Thuat T. Trinh, A. I. Kartamyshev and Huynh V. Phuc*

This journal is the Owner Societies 2025 Phys. Chem. Chem. Phys., 2025, 27, 4981–4991 | 4985

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 0

6 
N

ye
ny

an
ku

lu
 2

02
5.

 D
ow

nl
oa

de
d 

on
 2

02
5-

08
-1

2 
01

:2
5:

48
. 

 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

http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d5cp90047f


RESEARCH PAPERS

5141

Accelerating structure prediction of molecular
crystals using actively trained moment tensor
potential

Nikita Rybin,* Ivan S. Novikov and Alexander Shapeev

5149

Impact of La3+ doping on the structural, magnetic,
and dielectric properties of Mg–Co ferrites for
high-frequency applications

Rohit, Vasundhara Madaan, Richa Jain, Sourabh Sharma,
Vinita Bhankar, Ashok Kumar* and Krishan Kumar*

5163

Z-type heterojunction degradation of tetracycline
by 2D g-C3N4 with 3D oxygen vacancy Bi2WO6

Xiao Kang, Xiangyan Li, Abulikemu Abulizi,
Mihiriguli Abulimiti, Nuerla Ailijiang and Anwar Mamat*

5172

In-depth electronic behavior of pentagraphene
and pentagonal silicene sheets for DNA nucleobase
detection: implications for genetic biomarker
sensing

Arzoo Hassan, Andleeb Mehmood, Umer Younis and
Xiaoqing Tian*

4986 | Phys. Chem. Chem. Phys., 2025, 27, 4981–4991 This journal is the Owner Societies 2025

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 0

6 
N

ye
ny

an
ku

lu
 2

02
5.

 D
ow

nl
oa

de
d 

on
 2

02
5-

08
-1

2 
01

:2
5:

48
. 

 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

http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d5cp90047f


RESEARCH PAPERS

5186

Anisotropic initial reaction mechanism and
sensitivity characterization of the host–guest
structure CL-20/H2O2 under shock loading

Yu Sha and Xiaobing Zhang*

5198

Effects of doping on anti-phase boundaries and the
magnetic properties of the D03 structure in high
silicon steel: first-principles insights

Meng Sun, Linxian Li, Hongyu Song, Shuai Tang,*
Qing Peng,* Guichang Shen, Tianwei Xie,
Fengliang Tan and Zhenyu Liu

5206

Insight into the thermo-responsive phase behavior
of the P1 domain of a-synuclein using atomistic
simulations

Sanchari Chakraborty and Mithun Biswas*

5215

Electron doping in non-magnetic YH3 leads to
room temperature ferromagnetism and a flat
band: insights from density functional theory

Pratap Mane, Ravi Kumar Trivedi, Parthasarathy Velusamy
and Brahmananda Chakraborty*

This journal is the Owner Societies 2025 Phys. Chem. Chem. Phys., 2025, 27, 4981–4991 | 4987

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 0

6 
N

ye
ny

an
ku

lu
 2

02
5.

 D
ow

nl
oa

de
d 

on
 2

02
5-

08
-1

2 
01

:2
5:

48
. 

 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

http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d5cp90047f


RESEARCH PAPERS

5228

Solid state NMR and DFT studies of azo–hydrazone
tautomerism in azo dyes and chitosan-dye films

Coral Hillel, Sarah Collins, Amanpreet Parihar,
Ozzy Mermut, Christopher J. Barrett,
William J. Pietro and Linda Reven*

5238

Temperature-stable tunneling current in serial
double quantum dots: insights from nonequilibrium
green functions and Pauli spin blockade

David M. T. Kuo

5249

Aromatic trails: persistence and interplay between
linked spherical aromatic dicarboranes in dimer to
hexamer linear arrays

Alvaro Muñoz-Castro
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