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V. Sáez-Rábanos,* G. Sáez-Cano, J. E. Verdasco,
F. J. Aoiz and V. J. Herrero

388

Comparative study of electron transport through
aromatic molecules on gold nanoparticles: insights
from soft X-ray spectroscopy of condensed
nanoparticle films versus flat monolayer films

Shogo Tendo, Akinobu Niozu, Kakuto Yoshioka,
Masataka Tabuse, Jun-ichi Adachi, Hirokazu Tanaka and
Shin-ichi Wada*

This journal is the Owner Societies 2025 Phys. Chem. Chem. Phys., 2025, 27, 3–19 | 13

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

8 
D

ec
em

be
r 

20
24

. D
ow

nl
oa

de
d 

on
 1

2/
8/

20
25

 5
:1

7:
29

 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/d5cp90003d


RESEARCH PAPERS

397

Pressure-driven magnetic phase change in the
CrI3/Br3Cr2I3 heterostructure

Fazle Subhan, Luqman Ali, Razia Aman, Ailing Chen,
Bo Peng, Yanguang Zhou,* Zhenzhen Qin* and
Guangzhao Qin*

408

Structure and property exploration of
two-dimensional, bulk, and cluster lithium
sulfide using the IM2ODE method

Danling Wang, Chenqi Bai, Jian Cao, Yu Wang,
Zian Chen, Lei Wang, Lina Xu,* Hongping Xiao,
Yueyu Zhang* and Guoyong Fang*

419

Refining siliceous zeolite framework structures
with 29Si 2D J-resolved NMR spectroscopy

Deepansh J. Srivastava, Maxwell C. Venetos,
Lexi McCarthy-Carney, Jay H. Baltisberger,
Philip J. Grandinetti* and Darren Brouwer

436

Mechanisms of interlayer friction in
low-dimensional homogeneous thin-wall
shell structures and its strain effect

Yi Cai, Jianzhang Huang,* Shuang Gan,
Yingjing Liang, Kejing Wang and Qiang Han

14 | Phys. Chem. Chem. Phys., 2025, 27, 3–19 This journal is the Owner Societies 2025

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

8 
D

ec
em

be
r 

20
24

. D
ow

nl
oa

de
d 

on
 1

2/
8/

20
25

 5
:1

7:
29

 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/d5cp90003d


RESEARCH PAPERS

451

Design of bisamide inhibitors of the TASK-1
potassium channel in silico

Lu Liu, Jixiang Liu, Liang Chen, Risong Na,
Lianjuan Yang, Xiaoping Liu and Xi Zhao*

463

Low contact resistance in carbon nanotube devices:
metal-induced gap states

Bo Zhang, Xiaojie Liu,* Huan Wang,* Lifeng Feng* and
Haitao Yin*

471

Ultrafast structural dynamics of UV photoexcited
cis,cis-1,3-cyclooctadiene observed with
time-resolved electron diffraction

S. B. Muvva,* Y. Liu, P. Chakraborty, J. P. F. Nunes,
A. R. Attar, S. Bhattacharyya, K. Borne, E. G. Champenois,
N. Goff, K. Hegazy, M. C. Hoffmann, F. Ji, M.-F. Lin,
D. Luo, L. Ma, A. Odate, S. Pathak, D. Rolles, A. Rudenko,
S. K. Saha, X. Shen, X. Wang, M. R. Ware, S. Weathersby,
P. M. Weber, K. J. Wilkin, T. J. A. Wolf, Y. Xiong, X. Xu,
J. Yang, S. Matsika, T. Weinacht and M. Centurion*

481

First principles density functional theory study of
tritium species adsorption on Ni(111) surface and
diffusion in nickel-sublayer for tritium storage

De Nyago Tafen, Hari P. Paudel, David J. Senor,
Andrew M. Casella and Yuhua Duan*

This journal is the Owner Societies 2025 Phys. Chem. Chem. Phys., 2025, 27, 3–19 | 15

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

8 
D

ec
em

be
r 

20
24

. D
ow

nl
oa

de
d 

on
 1

2/
8/

20
25

 5
:1

7:
29

 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/d5cp90003d


RESEARCH PAPERS

490

Unveiling ultraviolet photodissociation dynamics
of SiO from a laser-ablated supersonic beam with
time-sliced ion velocity imaging

Yujie Ma, Fangfang Li, Dong Yan, Ang Xu, Ti Zhou,
Jiaxing Liu and Fengyan Wang*

498

Effects of polymer network flexibility on the
kinetics of DEZ vapor phase infiltration into
photo-polymerized polyacrylates

Lisanne Demelius, Anna Maria Coclite and
Mark D. Losego*

513

Valley splitting of monolayer Hf3C2O2 by the
spin–orbit coupling effect: first principles
calculations using the HSE06 methods

Shiqian Qiao, Yang Zhang, Shasha Li, Lujun Wei,
Hong Wu and Feng Li*

520

First principles study on monolayer GeTe as an
anode material for multivalent ion batteries

Junjie Chen,* Zhiyu Zhou and Ruidan Zhang*

16 | Phys. Chem. Chem. Phys., 2025, 27, 3–19 This journal is the Owner Societies 2025

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

8 
D

ec
em

be
r 

20
24

. D
ow

nl
oa

de
d 

on
 1

2/
8/

20
25

 5
:1

7:
29

 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/d5cp90003d


RESEARCH PAPERS

531

Are transition metal phthalocyanines active for
urea synthesis via electrocatalytic coupling of
CO2 and N2?

Yungan Huang, Ting Fan and Yongfei Ji*

539

Potential thermoelectric material Tl3XS4 (X = V,
Nb, Ta) with ultralow lattice thermal conductivity

Xiefei Song,* Guangzhao Wang, Wenzhong Li, Siyu Gan,
Yan Cai, Dianxu Ma, Yuhui Luo, Yao He* and
Ning Wang*

550

Assignment of IR spectra of ethanol at Brønsted
sites of H-ZSM-5 to monomer adsorption using a
Fermi resonance model

Dipanshu Kumar, Joachim Sauer, Alessia Airi,*
Silvia Bordiga and Daria Ruth Galimberti*

564

Competition between C–H� � �S and S–H� � �Cl
H-bonds in a CHCl3–H2S complex: a combined
matrix isolation IR spectroscopic and quantum
chemical investigation

Binod Kumar Oram, Monu, Ankita Kothari and
Biman Bandyopadhyay*

This journal is the Owner Societies 2025 Phys. Chem. Chem. Phys., 2025, 27, 3–19 | 17

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

8 
D

ec
em

be
r 

20
24

. D
ow

nl
oa

de
d 

on
 1

2/
8/

20
25

 5
:1

7:
29

 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/d5cp90003d


RESEARCH PAPERS

577

Theoretical investigations of transition metal
atom-doped MoSi2N4 monolayers as catalysts
for electrochemical CO2 reduction reactions

Guoqiang Ding, Yiwen Gao, Hetong Zhang, Na Yang,
Xiaobin Niu* and Jianwei Wang*

589

Pure spin currents induced by asymmetric
H-passivation in B3C2P3 nanoribbons

Jing-Jing He, Jia-Bei Dong, Ling-Xiao Liu, Qin-Yue Cao,
Jun-Yi Gu, Ying Zhang, Min Hua, Jia-Ren Yuan* and
Xiao-Hong Yan*

596

Influence of polymer chain length and
concentration on the deposition patterns of
linear diblock copolymer solution nanodroplets

Han-Wen Pei, Jun Zhang and Zhao-Yan Sun*

EXPRESSION OF CONCERN

606

Expression of concern: Localized electropolymerization on oxidized boron-doped diamond electrodes
modified with pyrrolyl units

Paolo Actis, Mael Manesse, Carolina Nunes-Kirchner, Gunther Wittstock, Yannick Coffinier, Rabah Boukherroub and
Sabine Szunerits*

18 | Phys. Chem. Chem. Phys., 2025, 27, 3–19 This journal is the Owner Societies 2025

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

8 
D

ec
em

be
r 

20
24

. D
ow

nl
oa

de
d 

on
 1

2/
8/

20
25

 5
:1

7:
29

 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/d5cp90003d


CORRECTION

607

Correction: Density functional theory study of crown ether–magnesium complexes: from a solvated ion to
an ion trap
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