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Maciej Chotkowski, Katarzyna Wiktorska, Jan K. Maurin
and Maciej Mazur*

This journal is the Owner Societies 2023 Phys. Chem. Chem. Phys., 2023, 25, 16661–16671 | 16665

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 2

8 
Ju

ne
 2

02
3.

 D
ow

nl
oa

de
d 

on
 4

/1
6/

20
26

 6
:0

0:
27

 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/d3cp90136j


RESEARCH PAPERS

16807

A cage-specific hydrate equilibrium model for
robust predictions of industrially-relevant mixtures

David J. Zhu, Bruce W. E. Norris, Zachary M. Aman* and
Eric F. May*

16824

Advanced kinetic calculations with multi-path
variational transition state theory for reactions
between dimethylamine and nitrogen dioxide in
atmospheric and combustion temperature ranges

Yanlei Shang

16835

Inhibition and enhancement of the spontaneous
emission in spherical cavities surrounded
by zero-index-materials

Yun Ma, Qi Liu, Lingxiao Shan, Xinchen Zhang, Yali Jia,
Qihuang Gong and Ying Gu*

16844

Computational investigations of stable multiple-
cage-occupancy He clathrate-like hydrostructures

Raquel Yanes-Rodrı́guez and Rita Prosmiti*

16666 | Phys. Chem. Chem. Phys., 2023, 25, 16661–16671 This journal is the Owner Societies 2023

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 2

8 
Ju

ne
 2

02
3.

 D
ow

nl
oa

de
d 

on
 4

/1
6/

20
26

 6
:0

0:
27

 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/d3cp90136j


RESEARCH PAPERS

16856

Destabilization mechanism of R3–R4 tau protofila-
ment by purpurin: a molecular dynamics study

Jiaqian Wan, Yu Zou, Ruiqing Sun, Zhengdong Xu,
Jiaxing Tang, Yehong Gong, Guanghong Wei* and
Qingwen Zhang*

16866

Extending the optical temperature sensing range of
Cr3+ by synchronously tuning 2E and 4T2 emission

Jiaqi Ou, Shuangqiang Fang,* Qiangqiang Zhu, Yue Zhai,
Hong Zhang and Le Wang*

16872

Slice imaging study of NO2 photodissociation via
the 12B2 and 22B2 states: the NO(X2P) + O(3PJ)
product channel

Zhaoxue Zhang, Shuaikang Yang, Zhenxing Li,*
Yao Chang, Zijie Luo, Yarui Zhao, Shengrui Yu,*
Kaijun Yuan* and Xueming Yang

16881

The search for a band of a defect predicted above
4000 cm�1 in diamond through infrared vibrational
spectra: a quantum mechanical investigation

Yanyan Zhang, Libin Zhang, Dongliang Zhang, Yichen Li,
Sheng Liu, Bo Yang* and Zhiyin Gan*

This journal is the Owner Societies 2023 Phys. Chem. Chem. Phys., 2023, 25, 16661–16671 | 16667

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 2

8 
Ju

ne
 2

02
3.

 D
ow

nl
oa

de
d 

on
 4

/1
6/

20
26

 6
:0

0:
27

 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/d3cp90136j


RESEARCH PAPERS

16889

Nitrogen-doped zinc oxide nanoribbons for
potential resonant tunneling diode applications

M. Sankush Krishna,* Sangeeta Singh and
Brajesh Kumar Kaushik

16896

Dual transmission channels at metal–MoS2/WSe2

hetero-bilayer interfaces

Dongqing Zou, Wenkai Zhao,* Yuqing Xu, Xiaoteng Li,
Yuliang Liu and Chuanlu Yang*

16908

Computational simulation-driven discovery of novel
zeolite-like carbon materials as seawater
desalination membranes

Kun Meng, Xiuhan Li, Yutao Niu, Changhong Zhang,
Xiaohua Yu, Ju Rong, Hongying Hou* and Hui Chen*

16921

Ferrocene/ferrocenium, cobaltocene/
cobaltocenium and nickelocene/nickelocenium:
from gas phase ionization energy to one-electron
reduction potential in solvated medium

Hongyan Zhao, Yi Pan and Kai-Chung Lau*

16668 | Phys. Chem. Chem. Phys., 2023, 25, 16661–16671 This journal is the Owner Societies 2023

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 2

8 
Ju

ne
 2

02
3.

 D
ow

nl
oa

de
d 

on
 4

/1
6/

20
26

 6
:0

0:
27

 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/d3cp90136j


RESEARCH PAPERS

16921

Ferro- and ferrielectricity and negative
piezoelectricity in thioamide-based
supramolecular organic discotics

Indre Urbanaviciute, Miguel Garcia-Iglesias,
Andrey Gorbunov, E. W. Meijer and Martijn Kemerink*

16938

Fluorescent nano-sized aggregates of halogen
bonded complexes formed using perfluoropropyl
iodides: a systematic comparison between two
isomeric halogen bond acceptors, aniline and
4-methyl pyridine

Haiyan Fan, Lazzat Nurtay, Nurgul Daniyeva and
Enrico Benassi*

16952

Unravelling the adsorption and electroreduction
performance of CO2 and N2 over defective and
B, P, Si-doped C3Ns: a DFT study

Dandan Wang, Xueting Liu, Huiru Yang, Ziang Zhao,
Yucheng Liu, Xin Qu, Lihua Yang, Ming Feng* and
Zaicheng Sun*

16962

Same effect of biquadratic exchange interaction
and Heisenberg linear interaction in a spin spiral

Lingzi Jiang, Can Huang, Bingjie Liu, Yanfei Pan,
Jiyu Fan, Daning Shi,* Chunlan Ma* and Yan Zhu*

This journal is the Owner Societies 2023 Phys. Chem. Chem. Phys., 2023, 25, 16661–16671 | 16669

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 2

8 
Ju

ne
 2

02
3.

 D
ow

nl
oa

de
d 

on
 4

/1
6/

20
26

 6
:0

0:
27

 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/d3cp90136j


RESEARCH PAPERS

16968

Identification of linear scaling relationships in
polysulfide conversion on a-In2Se3-supported
single-atom catalysts

Hui Wang, Lin Zou, Min Li and Long Zhang*

16979

Alkane-based eutectic phase change materials
doped with carbon nanomaterials
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