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José L. Gázquez

13623

Novel three-dimensional TiO2 structure with a
unique quasi-direct band gap for photocatalysts

Jiayi Guo, Wangping Xu, Juexian Cao* and Xiaolin Wei*

13630

Understanding the kinetics and atmospheric
degradation mechanism of chlorotrifluoroethylene
(CF2QQQCFCl) initiated by OH radicals

Saber Safari Balsini, Abolfazl Shiroudi,*
Farhad Hatamjafari,* Ehsan Zahedi,
Khalil Pourshamsian and Ahmad Reza Oliaey

This journal is the Owner Societies 2023 Phys. Chem. Chem. Phys., 2023, 25, 13213–13227 | 13223

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

7 
M

ay
 2

02
3.

 D
ow

nl
oa

de
d 

on
 1

2/
4/

20
25

 7
:4

8:
57

 P
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/d3cp90108d


RESEARCH PAPERS

13645

Origin of hydroxyl pair formation on reduced
anatase TiO2(101)

Kræn C. Adamsen, Nikolay G. Petrik,* Wilke Dononelli,
Greg A. Kimmel, Tao Xu, Zheshen Li, Lutz Lammich,
Bjørk Hammer, Jeppe V. Lauritsen and Stefan Wendt*

13654

Polyoxometalate ionic liquid between graphene
oxide surfaces as a new membrane in the
desalination process: a molecular dynamics study

Mohsen Abbaspour

13665

Optical properties of in-plane chemically ordered
i-MAX structures

Junais Habeeb Mokkath

13673

Silver electrodes provide higher conductance than
gold for thiol-terminated oligosilane molecular
junctions: the interfacial effect

Minglang Wang,* Xianglin Chen, Wenjun Lu, Xinyue Tian
and Guang-Ping Zhang

13224 | Phys. Chem. Chem. Phys., 2023, 25, 13213–13227 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

7 
M

ay
 2

02
3.

 D
ow

nl
oa

de
d 

on
 1

2/
4/

20
25

 7
:4

8:
57

 P
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/d3cp90108d


RESEARCH PAPERS

13683

Exploration of spatial confinement and ligand
effects for the oxygen reduction reaction
on Fe–Nx embedded hole-graphene

Jing-Hua Guo,* Hong-Bo Wang, Hai-Ying Liu,
Gang Chen* and Ting-Ting Cao

13690

Pyrolysis and oxidation of benzene and
cyclopentadiene by NOx: a ReaxFF molecular
dynamics study

Ying Wang, Lei Zhou, Qian Mao,* Zhanyuan Wang and
Haiqiao Wei*

13702

Dipole-moment-induced supramolecular assembly
of a donor–acceptor-type molecule on a metal
surface and in a crystal

W. Nakanishi,* Y. Matsushita, M. Takeuchi and
K. Sagisaka*

13708

Surface plasmon resonance in metal nanospheres
explained with LCR circuits

Shivangi Dubey, Kuldeep Kumar* and P. Arun

This journal is the Owner Societies 2023 Phys. Chem. Chem. Phys., 2023, 25, 13213–13227 | 13225

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

7 
M

ay
 2

02
3.

 D
ow

nl
oa

de
d 

on
 1

2/
4/

20
25

 7
:4

8:
57

 P
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/d3cp90108d


RESEARCH PAPERS

13716

Nitrogen-doped carbocatalyst activated persulfate
(PS) for oxidation polymerization of bisphenol A
(BPA): importance of nonradical activation of PS

Caihong Wang, Yong Liu,* Fengshen Han, Yongzhe Han,
Tianyu Liu, Haitao Ren and Xu Han*

13728

Single atom supported on MXenes for the alkaline
hydrogen evolution reaction: species, coordination
environment, and action mechanism

Zijun Sun, Rui Li,* Qing Xi, Fangxia Xie, Xuan Jian,
Xiaoming Gao, Houfen Li, Zhuobin Yu, Jianxin Liu,
Xiaochao Zhang, Yawen Wang, Yunfang Wang,
Xiuping Yue* and Caimei Fan

13741

Unsupervised learning of representative local
atomic arrangements in molecular dynamics data

Fabrice Roncoroni, Ana Sanz-Matias,
Siddharth Sundararaman and David Prendergast*

13755

Computational study of the fundamental properties
of Zr-based chalcogenide perovskites for
optoelectronics

Diwen Liu,* Huihui Zeng, Huan Peng and Rongjian Sa*

13226 | Phys. Chem. Chem. Phys., 2023, 25, 13213–13227 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

7 
M

ay
 2

02
3.

 D
ow

nl
oa

de
d 

on
 1

2/
4/

20
25

 7
:4

8:
57

 P
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/d3cp90108d


RESEARCH PAPERS

13766

P-type nitrogen-doped b-Ga2O3: the role of stable
shallow acceptor NO–VGa complexes

Congcong Ma, Zhengyuan Wu, Hao Zhang,*
Heyuan Zhu, Junyong Kang, Junhao Chu and Zhilai Fang*

13772

Can an external electric field switch between
ethylene formation and L-arginine hydroxylation
in the ethylene forming enzyme?

Shobhit S. Chaturvedi, Simahudeen Bathir
Jaber Sathik Rifayee, Rajeev Ramanan, Joel A. Rankin,
Jian Hu, Robert P. Hausinger and Christo Z. Christov*

13784

High-energy molecular-frame photoelectron
angular distributions: a molecular bond-length ruler
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