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19837

Effect of the donor unit heterocyclic
substitution strategy on the performance of
ZnII porphyrin-based hole transport materials

Xueling Zhang, Peng Song,* Fengcai Ma and Yuanzuo Li*

19852

Atmospheric reactions of substituted butanes with
OH radicals: kinetics and atmospheric implications

Bishnupriya Kar and Balla Rajakumar*

19868

Unraveling the structural origins of stimulated
emission redshift in cyanine dye 1122C: a
combined AIMD and machine learning study

Yusuke Minegishi, Kenichiro Saita, Takuro Tsutsumi and
Tetsuya Taketsugu*

This journal is the Owner Societies 2025 Phys. Chem. Chem. Phys., 2025, 27, 19573–19590 | 19579

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 2

4 
Se

pt
em

be
r 

20
25

. D
ow

nl
oa

de
d 

on
 1

1/
9/

20
25

 6
:3

1:
30

 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/d5cp90176f


RESEARCH PAPERS

19877

Ligand-based virtual screening to discover potential
inhibitors of SARS-CoV-2 main protease

Gurmeet Kaur and Bhupesh Goyal*

19898

Observation of competing magnetic phases,
mechanical stability, electronic structure,
magnetism, and remarkable thermoelectric
aspects of Ba2GdRuO6

Usman Saeed, Shehla Yasmeen, A. Ibrahim and S. Nazir*

19911

Aliphatic saturated sulfones C8–C10 as new
electrolyte solvents for Li batteries

E. V. Belova, J. D. Shakirova, Z. V. Bobyleva,*
D. S. Lutsenko, A. A. Kurashkina, R. R. Samigullin,
M. A. Solovieva, D. A. Aksyonov, O. A. Drozhzhin and
E. V. Antipov

19923

Orbital perspective of the nature of chemical bonds
and potential energy surfaces: 55 years after Wahl’s
molecular orbital representation of homopolar
diatomic molecules

Yasuki Arasaki and Kazuo Takatsuka*

19580 | Phys. Chem. Chem. Phys., 2025, 27, 19573–19590 This journal is the Owner Societies 2025

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 2

4 
Se

pt
em

be
r 

20
25

. D
ow

nl
oa

de
d 

on
 1

1/
9/

20
25

 6
:3

1:
30

 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/d5cp90176f


RESEARCH PAPERS

19939

Optimized thermoelectric properties of SnSe
through the joint strategies of Sn-content
fine-tuning and CuAgSe alloying

Zhangheng Lai, Xiangbin Chen, Qixian Zheng,
Zhengmao Luo, Zhongshuo Li, Ning Qi and
Zhiquan Chen*

19950

Hopscotching perovskites: DFT leveraged
tight-binding insights into inorganic lead halide
perovskites

Misbah Shaheen and Sheharyar Pervez*

19960

Arriving at ultralow wear using cellulose/
two-material composites

Xuan Yin,* Dingyao Zhang and Bing Zhang

19970

Modeling the emission spectra and radiative
decay rates in polychlorinated organic radicals

Carmelo Naim* and Denis Jacquemin*

This journal is the Owner Societies 2025 Phys. Chem. Chem. Phys., 2025, 27, 19573–19590 | 19581

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 2

4 
Se

pt
em

be
r 

20
25

. D
ow

nl
oa

de
d 

on
 1

1/
9/

20
25

 6
:3

1:
30

 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/d5cp90176f


RESEARCH PAPERS

19987

Mechanisms of cesium incorporation and thermal
stability in sodalite

Mingfeng Shao, Zeao Wang, Guoqiang Qin, Zhi Wang,
Shengjian Qin,* Linyan Li,* Yi Liu and Shengdong Zhang

19997

Optically induced spin Hall current in monolayer
Janus NbSSe: a first-principles study

Souren Adhikary, Tomoaki Kameda and
Katsunori Wakabayashi*

20005

Deciphering potential-dependent oxygen reduction
kinetics in spinel manganese ferrite

Junxiang Wang, Zhaoyi Jiang, Jingwen Wei and
Ye Zhou*

20013

Electron transfer and intersystem crossing in Bodipy
dimers: a study of their photophysical properties
using steady state and transient optical and
electron paramagnetic resonance spectroscopic
methods

Yanran Wu, Marcel M. Bakirov, Andrei A. Sukhanov,
Huaiman Cao, Jiayu Li, Sheng Liao, Jianzhang Zhao,*
Yuri E. Kandrashkin,* Violeta K. Voronkova* and
Ming-De Li*

19582 | Phys. Chem. Chem. Phys., 2025, 27, 19573–19590 This journal is the Owner Societies 2025

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 2

4 
Se

pt
em

be
r 

20
25

. D
ow

nl
oa

de
d 

on
 1

1/
9/

20
25

 6
:3

1:
30

 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/d5cp90176f


RESEARCH PAPERS

20023

Tailoring LaBO3 (B = Mn, Fe, Co, Ni) perovskite
oxides for methanol-tolerant oxygen reduction
reaction electrocatalysts

Shaikh Parwaiz, Fazlurrahman Khan,
James Robert Jennings, Mohammad Hilni Harunsani,
Young-Mog Kim and Mohammad Mansoob Khan*

20039

Axial engineering of bilayer single-atom catalysts
for enhanced bifunctional oxygen electrocatalysis

Xinge Wu, Wenzhu Tan, Zhaoying Yang, Chao Li,
Shuai Shao and XiangYing Meng*

20050

Sensitivity of peptide conformational dynamics in
carbon nanotubes to directional mechanical forces

Felipe C. Nepomuceno and Michal H. Kolář*
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