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Eva Domı́nguez, Abel de Cózar, Antonio Heredia and
Vasilios G. Stavros*

12800

Simultaneously improving the efficiencies of
photo- and thermal isomerization of an
oxindole-based light-driven molecular rotary
motor by a structural redesign

Jianzheng Ma, Di Zhao, Le Yu, Chenwei Jiang,*
Zhenggang Lan* and Fuli Li

This journal is the Owner Societies 2023 Phys. Chem. Chem. Phys., 2023, 25, 12537–12554 | 12543

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

0 
M

ay
 2

02
3.

 D
ow

nl
oa

de
d 

on
 1

0/
3/

20
25

 1
2:

40
:2

9 
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

http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d3cp90103c


RESEARCH PAPERS

12810

Contrasting luminescence in heparin and
DNA-templated co-assemblies of dimeric
cyanostilbenes: efficient energy transfer
in heparin-based co-assemblies

Dhananjoy Maity, Shubhra Kanti Bhaumik and
Supratim Banerjee*

12820

A Maxwell relation for dynamical timescales with
application to the pressure and temperature
dependence of water self-diffusion and shear
viscosity

Zeke A. Piskulich, Ashley K. Borkowski and
Ward H. Thompson*

12833

Time-resolved detection of light-induced
conformational changes of heliorhodopsin

Yusuke Nakasone, Yuma Kawasaki, Masae Konno,
Keiichi Inoue and Masahide Terazima*

12841

Monitoring the melting behavior of boron
nanoparticles using a neural network potential

Xiaoya Chang, Qingzhao Chu and Dongping Chen*

12544 | Phys. Chem. Chem. Phys., 2023, 25, 12537–12554 This journal is the Owner Societies 2023

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

0 
M

ay
 2

02
3.

 D
ow

nl
oa

de
d 

on
 1

0/
3/

20
25

 1
2:

40
:2

9 
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

http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d3cp90103c


RESEARCH PAPERS

12854

B5N3 as a potential high-capacity electrode material
for calcium ion batteries

Yu Xiong, Ninggui Ma, Yuhang Wang, Tairan Wang,
Shuang Luo and Jun Fan*

12863

A new approach to recognizing the correct pattern
of cross-peaks from a noisy 2D asynchronous
spectrum by detecting intrinsic symmetry via the
Kolmogorov–Smirnov test

Linchen Xie, Ran Guo, Limin Yang,* Yukihiro Ozaki,
Isao Noda, Yizhuang Xu* and Kun Huang*

12872

Unexpected electro-catalytic activity of the
CO reduction reaction on Cr-embedded
poly-phthalocyanine realized by strain
engineering: a computational study

Wenzhen Xu, Yunpeng Shu, Mengmeng Xu,
Juan Xie, Youyong Li* and Huilong Dong*

12882

Development of multiscale ultra-coarse-grained
models for the SARS-CoV-2 virion from
cryo-electron microscopy data

Fengyu Li, Yuwei Zhang, Fei Xia* and Xin Xu*

This journal is the Owner Societies 2023 Phys. Chem. Chem. Phys., 2023, 25, 12537–12554 | 12545

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

0 
M

ay
 2

02
3.

 D
ow

nl
oa

de
d 

on
 1

0/
3/

20
25

 1
2:

40
:2

9 
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

http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d3cp90103c


RESEARCH PAPERS

12891

Unconventional rate law of water photooxidation
at TiO2 electrodes

Shufeng Zhang,* Wenhua Leng and Kai Liu*

12900

HRMAS-NMR and simulation study of the
self-assembly of surfactants on carbon nanotubes

Raman Preet Singh* and Taranpreet Kaur

12914

Small polaron hopping conduction mechanism
and enhanced thermoelectric power factor
in the perovskite LaCoO3 ceramic

K. P. Mohamed Jibri, J. Archana, M. Navaneethan* and
S. Harish*

12923

Lattice thermal conductivity and Young’s modulus
of XN4 (X = Be, Mg and Pt) 2D materials using
machine learning interatomic potentials

Khashayar Ghorbani, Pedram Mirchi, Saeed Arabha,
Ali Rajabpour* and Sebastian Volz*

12546 | Phys. Chem. Chem. Phys., 2023, 25, 12537–12554 This journal is the Owner Societies 2023

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

0 
M

ay
 2

02
3.

 D
ow

nl
oa

de
d 

on
 1

0/
3/

20
25

 1
2:

40
:2

9 
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

http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d3cp90103c


RESEARCH PAPERS

12934

Boron–pnictogen monolayers with a negative
Poisson’s ratio and excellent band edge positions
for photocatalytic water splitting

Naga Venkateswara Rao Nulakani and T. J. Dhilip Kumar*

12943

Multi-structural variational kinetics study on
hydrogen abstraction reactions of cyclopentanol
and cyclopentane by hydroperoxyl radical with
anharmonicity, recrossing and tunneling effects

Mo Yang and Juan Wang*

12961

The role of the A monovalent cation in the AVF3

perovskite series. A quantum mechanical
investigation

Fabien Pascale,* Neveen I. Atallah, Khaled E. El-Kelany,*
Klaus Doll and Roberto Dovesi

12974

Characteristic growth of chemical gardens from
mixtures of two salts

Yujin Kubodera, Yu Xu, Yuta Yamaguchi,
Muneyuki Matsuo, Masashi Fujii, Maya Kageyama,
Oliver Steinbock and Satoshi Nakata*

This journal is the Owner Societies 2023 Phys. Chem. Chem. Phys., 2023, 25, 12537–12554 | 12547

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

0 
M

ay
 2

02
3.

 D
ow

nl
oa

de
d 

on
 1

0/
3/

20
25

 1
2:

40
:2

9 
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

http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d3cp90103c


RESEARCH PAPERS

12979

Machine learning transferable atomic forces for
large systems from underconverged molecular
fragments

Marius Herbold and Jörg Behler*

12990

A theoretical study of vibronic coupling in the
photoelectron spectra of Al6N�

Rishabh Kumar Pandey, Korutla Srikanth, Anuj Tak,
Abhishek Kumar and Tammineni Rajagopala Rao*

13004

Photodissociation of bromine-substituted
nitroimidazole radiosensitizers

Lassi Pihlava,* Marta Berholts, Johannes Niskanen,
Anton Vladyka, Kuno Kooser, Christian Stråhlman,
Per Eng-Johnsson, Antti Kivimäki and Edwin Kukk
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