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15200

The fundamental relation between electrohelicity
and molecular optical activity

Marc H. Garner* and Clemence Corminboeuf

This journal is the Owner Societies 2023 Phys. Chem. Chem. Phys., 2023, 25, 15067–15080 | 15071

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 0

7 
Ju

ne
 2

02
3.

 D
ow

nl
oa

de
d 

on
 4

/7
/2

02
6 

12
:3

2:
31

 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/d3cp90121a


RESEARCH PAPERS

15209

Optimized electromagnetic enhancement and
charge transfer in MXene/Au/Cu2O hybrids for
achieving efficient SERS

Yi-Xin Zhao, Zi-Xing Zheng, Liu-Shuai Zhang,
Jing-Ru Feng, Liang Ma* and Si-Jing Ding*

15219

Construction of a type-II BiVO4/BiOI heterojunction
for efficient photoelectrocatalytic degradation of
b-naphthol and coal gasification wastewater under
visible-light irradiation

Haiyang Fan, Guiyun Yi,* Zhengting Zhang, Yanan Zhao,
Qinglin Hou, Chuanxiang Zhang,* Lunjian Chen,
Yulong Zhang and Qi Sun

15237

Molecular mechanism study of the structural
regulation of the N-terminal domain binding
antibody on the receptor binding domain
of SARS-CoV-2

Hongtao Liu, Zihui Tian, Shuai Yuan* and
Shuangyan Zhou*

15248

Improved photoelectrocatalytic performances over
electrochemically reduced WO3: implications of
oxygen vacancies

Yunni Liu, Wang Yao and Jun Lin*

15072 | Phys. Chem. Chem. Phys., 2023, 25, 15067–15080 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

7 
Ju

ne
 2

02
3.

 D
ow

nl
oa

de
d 

on
 4

/7
/2

02
6 

12
:3

2:
31

 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/d3cp90121a


RESEARCH PAPERS

15257

Hybrid metal-dielectric gratings (HMDGs)
as an alternative UV-SERS substrate

Jie Zheng,* Xianchao Liu, Mingyang Tian,
Yarong Su and Ling Li*

15263

Improving the performance of ternary organic solar
cells using metal oxides as charge-transport layers

Zhihai Liu, Lei Wang, Xiaoyin Xie* and Ping Chen*

15271

Highly activated oxygen redox enabling
large-capacity Li-rich layered manganese-based
oxide cathodes

Feng Lin, Junhao Wen, Huali Zhu, Yu Tang, Zihua Li,
Tao Li, Yanxia Wang* and Zhaoyong Chen*

15279

Asymmetric liquid crystalline
dibenzo[a,h]anthracenes for organic
semiconductors with high mobility
and thermal stability

Yucong Bao, Liang Zhang, Haoming Wei,
Bingqiang Cao* and Tengzhou Yang*

This journal is the Owner Societies 2023 Phys. Chem. Chem. Phys., 2023, 25, 15067–15080 | 15073

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 0

7 
Ju

ne
 2

02
3.

 D
ow

nl
oa

de
d 

on
 4

/7
/2

02
6 

12
:3

2:
31

 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/d3cp90121a


RESEARCH PAPERS

15287

Catalytic activity of silicene biflakes for
CO2 reduction: a theoretical approach

Wilmer E. Vallejo Narváez,*
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V. Shabaev

This journal is the Owner Societies 2023 Phys. Chem. Chem. Phys., 2023, 25, 15067–15080 | 15075

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 0

7 
Ju

ne
 2

02
3.

 D
ow

nl
oa

de
d 

on
 4

/7
/2

02
6 

12
:3

2:
31

 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/d3cp90121a


RESEARCH PAPERS

15371

On the nature of inter-anion coinage bonds

Jiayao Li, Qiuyan Feng, Changwei Wang* and
Yirong Mo*

15382

Silver cation tagged on 5,7,12,14-tetraphenyl-6,13-
diazapentacene and its dihydro-form

Marina Kinzelmann, Johannes Oschwald, Holger Elsen,
Vera Warmbrunn, Miriam Hauschild, Sjoerd Harder,
Milan Kivala and Thomas Drewello*

15391

Development of high refractive index UiO-66
framework derivatives via ligand halogenation

Marvin Treger, Adrian Hannebauer, Peter Behrens and
Andreas M. Schneider*

15400

Superconducting boron allotrope featuring
pentagonal bipyramid at ambient pressure

Shuai Han, Yunxian Liu,* Chao Wang, Wencai Yi,
Xin Chen, Yongsheng Zhang and Xiaobing Liu*

15076 | Phys. Chem. Chem. Phys., 2023, 25, 15067–15080 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

7 
Ju

ne
 2

02
3.

 D
ow

nl
oa

de
d 

on
 4

/7
/2

02
6 

12
:3

2:
31

 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/d3cp90121a


RESEARCH PAPERS

15407

Comparative study on formic acid sensing
properties of flame-made Zn2SnO4 nanoparticles
and its parent metal oxides

Matawee Punginsang, Kanittha Inyawilert,
Mameaseng Siriwalai, Anurat Wisitsoraat,
Adisorn Tuantranont and Chaikarn Liewhiran*

15422

Tuning the lattice thermal conductivity of Sb2Te3

by Cr doping: a deep potential molecular dynamics
study

Pan Zhang, Wenkai Liao, Ziyang Zhu, Mi Qin,
Zhenhua Zhang, Dan Jin, Yong Liu, Ziyu Wang,
Zhihong Lu* and Rui Xiong*

15433

Ohmic contacts of the two-dimensional
Ca2N/MoS2 donor–acceptor heterostructure

Xinxin Wang, Shiqiang Yu, Yushuo Xu, Baibiao Huang,
Ying Dai* and Wei Wei*

15441

First-principles study on the catalytic performance
of transition metal atom-doped CrSe2 for the
oxygen reduction reaction

Long Lin, Yadan Sun, Kun Xie, Pei Shi, Xinyu Yang and
Dongbin Wang*

This journal is the Owner Societies 2023 Phys. Chem. Chem. Phys., 2023, 25, 15067–15080 | 15077

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 0

7 
Ju

ne
 2

02
3.

 D
ow

nl
oa

de
d 

on
 4

/7
/2

02
6 

12
:3

2:
31

 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/d3cp90121a


RESEARCH PAPERS

15452

Understanding the broadband near-infrared
luminescence in a highly distorted garnet
Ca4HfGe3O12:Cr3+ phosphor

Zurong Liao, Jiyou Zhong,* Chaojie Li,
Huan Jiang and Weiren Zhao*

15463

Hydrogen-bonding and resonance stabilisation
effects in cationic bis(iminium) phenoxide diacids

Rebecca L. Jones, Louis J. Morris,
Clement G. Collins Rice, Zoë R. Turner and
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