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9796

Enhanced transverse magneto-optical Kerr effect
using ferromagnetic metal perforated with
nanopore arrays

Weiwei Zhang,* Guoqiang Du, Hongming Chen and
Kang An*

9800

Native point defects in antiperovskite Ba3SbN: a
promising semiconductor for photovoltaics

Youngho Kang

9694 | Phys. Chem. Chem. Phys., 2023, 25, 9691–9705 This journal is the Owner Societies 2023

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 0

5 
A

pr
il 

20
23

. D
ow

nl
oa

de
d 

on
 1

2/
4/

20
25

 1
2:

41
:0

0 
PM

. 
 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/d3cp90090h


RESEARCH PAPERS

9807

Physical mechanisms on FRET and ICT for efficient
Y6:PM6 as bulk heterojunction active layers

Wenwen Li, Jing Li and Mengtao Sun*

9817

The effect of magnetic order on the thermal
transport properties of the intrinsic
two-dimensional magnet 2H-VSe2

Qiao Chen,* Nai-ye Wang, Kai-wen Shen and Jing Sun

9824

Extended-sampling QM/MM simulation of
biochemical reactions involving P–N bonds

Mayukh Kansari, Lena Eichinger and Tomáš Kubař*
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10042

Self-assembly of amphiphilic polyelectrolytes in
trivalent salt solution

Liyan Liu,* Fujia Wang, Xinyi Liu, Lide Guo, Xiujun Gao
and Hongge Tan*

9700 | Phys. Chem. Chem. Phys., 2023, 25, 9691–9705 This journal is the Owner Societies 2023

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 0

5 
A

pr
il 

20
23

. D
ow

nl
oa

de
d 

on
 1

2/
4/

20
25

 1
2:

41
:0

0 
PM

. 
 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/d3cp90090h


RESEARCH PAPERS

10054

Lattice relaxation effects on the collective
resonance spectra of a finite dipole array

Baodong Gai,* Jingwei Guo and Yuqi Jin

10063

Supercapacitive performance of C-axis
preferentially oriented TiO2 nanotube arrays
decorated with MoO3 nanoparticles

Liujie Wang, Pengfa Li, Jie Yang, Zhihua Ma* and
Laiping Zhang*

10071

Design of BPEA-based derivatives with high singlet
fission performance: a theoretical perspective

Jian Song,* Hongjin Li, Zhongpo Zhou, Yonggang Yang,*
ChaoChao Qin and Yufang Liu

10082

Thermoelectric response of single quintuple layer
sodium copper chalcogenides persisting at high
temperature

Yuhong Huang, Xuanhong Zhong, Zhuyu Feng,
Shujing Lin, Hongkuan Yuan and Hong Chen*

This journal is the Owner Societies 2023 Phys. Chem. Chem. Phys., 2023, 25, 9691–9705 | 9701

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 0

5 
A

pr
il 

20
23

. D
ow

nl
oa

de
d 

on
 1

2/
4/

20
25

 1
2:

41
:0

0 
PM

. 
 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/d3cp90090h


RESEARCH PAPERS

10090

A Zn-coordination polymer as a multifunctional
fluorescent probe for the detection of V2O7

4�, Fe3+,
and p-nitrotoluene

Shengsheng Qi, Zhang Li, Yuejiao Jia, Dechao Li and
Ming Hu*

10097

A theoretical study of the NbS2 monolayer as a
promising anchoring material for lithium–sulfur
batteries

Xinxin Zhang, Xiaocheng Zhou,* Yu Wang and Yafei Li*

10103

From Goldilocks to twin peaks: multiple optimal
regimes for quantum transport in disordered
networks

Alexandre R. Coates, Brendon W. Lovett and
Erik M. Gauger*

10113

Mechanistic insights into the inhibition of amyloid-b
aggregation by chitosan

Suhas Gotla and Silvina Matysiak*

9702 | Phys. Chem. Chem. Phys., 2023, 25, 9691–9705 This journal is the Owner Societies 2023

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 0

5 
A

pr
il 

20
23

. D
ow

nl
oa

de
d 

on
 1

2/
4/

20
25

 1
2:

41
:0

0 
PM

. 
 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/d3cp90090h


RESEARCH PAPERS

10121

Theoretical study on the kinetics of hydrogen
cyanide and hydrogen isocyanide reactions
with the methyl radical

Jibiao Xie and Jinou Song*

10129

Insights into water freezing from classical
nucleation theory

Xichen Huang, Yanyun Sun,* Xiaoxi Tan, Chaobo Zhang,
Yu Huang, WenQiang Liao and Fusheng Liu

10136

Metamaterial ultra-wideband solar absorbers based
on a multi-layer structure with cross etching

Pengfei Sun, Hengli Feng, Lijing Su, Sihan Nie, Xin Li,
Yaxin Zhou, Lingling Ran and Yang Gao*

10143

Ferromagnetic vanadium disulfide VS2 monolayers
with high Curie temperature and high spin
polarization

Hao-Jia Wu, Yu-Lu Wan, Zhao-Yi Zeng, Cui-E Hu,*
Xiang-Rong Chen* and Hua-Yun Geng

This journal is the Owner Societies 2023 Phys. Chem. Chem. Phys., 2023, 25, 9691–9705 | 9703

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 0

5 
A

pr
il 

20
23

. D
ow

nl
oa

de
d 

on
 1

2/
4/

20
25

 1
2:

41
:0

0 
PM

. 
 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/d3cp90090h


RESEARCH PAPERS

10155

Ag-promoted Cr/MnO2 catalyst for catalytic
oxidation of low-concentration formaldehyde
at room temperature

Chaomin Duan, Mianwu Meng,* Huang Huang,*
Heng Wang,* Hua Ding and Qi Zhang

10166

Disaggregation-induced resurgence of quenched
emission of a self-assembled bis-indole system:
photophysics, energetics, and dynamics

Provakar Paul, Saikat Samanta, Arunavo Chatterjee,
Arabinda Mallick* and Tapas Majumdar*

10175

Nontrivial role of polar optical phonons in limiting
electron mobility of two-dimensional Ga2O3

from first-principles

Xinlei Duan, Tianyu Wang, Zhiwei Fu, Linhua Liu* and
Jia-Yue Yang*

CORRECTIONS

10184

Correction: 5D total scattering computed tomography reveals the full reaction mechanism of a bismuth
vanadate lithium ion battery anode

Jonas Sottmann, Amund Ruud, Øystein S. Fjellvåg, Gavin B. M. Vaughan, Marco Di Michel, Helmer Fjellvåg,
Oleg I. Lebedev, Ponniah Vajeeston and David S. Wragg*

9704 | Phys. Chem. Chem. Phys., 2023, 25, 9691–9705 This journal is the Owner Societies 2023

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 0

5 
A

pr
il 

20
23

. D
ow

nl
oa

de
d 

on
 1

2/
4/

20
25

 1
2:

41
:0

0 
PM

. 
 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/d3cp90090h


CORRECTIONS

10185

Correction: Atmospheric chemistry of (Z)- and (E)-1,2-dichloroethene: kinetics and mechanisms of the
reactions with Cl atoms, OH radicals, and O3

Mads P. Sulbaek Andersen,* Aleksandra Volkova, Sofie A. Hass, Jonathan W. Lengkong, Dvien Hovanessian,
Theis I. Sølling, Timothy J. Wallington and Ole J. Nielsen

10186

Correction: Atmospheric chemistry of CF3CN: kinetics and products of reaction with OH radicals, Cl atoms
and O3

Mads Peter Sulbaek Andersen,* Joanna Ohide, Theis I. Sølling and Ole John Nielsen

This journal is the Owner Societies 2023 Phys. Chem. Chem. Phys., 2023, 25, 9691–9705 | 9705

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 0

5 
A

pr
il 

20
23

. D
ow

nl
oa

de
d 

on
 1

2/
4/

20
25

 1
2:

41
:0

0 
PM

. 
 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/d3cp90090h



