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James R. Ketudat Cairns, Supa Hannongbua,
Ulf Ryde and Jitrayut Jitonnom*

8238 | Phys. Chem. Chem. Phys., 2023, 25, 8225–8243 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

2 
M

ar
ch

 2
02

3.
 D

ow
nl

oa
de

d 
on

 1
2/

4/
20

25
 5

:4
9:

32
 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/d3cp90079g


RESEARCH PAPERS

8779

Two-dimensional Janus MGeSiP4 (M = Ti, Zr,
and Hf) with an indirect band gap and high
carrier mobilities: first-principles calculations

Nguyen T. Hiep, Nguyen P. Q. Anh, Huynh V. Phuc,
Cuong Q. Nguyen, Nguyen N. Hieu and Vo T. T. Vi*

8789

Comparative study of the hydrogen bonding
interactions between ester-functionalized/
non-functionalized imidazolium-based ionic
liquids and DMSO

Yuxin Jiang, Xianzhen Xu, Mingzhu Wang,
Yu Zhou* and Zonghua Wang*

8799

Effect of intermolecular interaction of the
charge-transfer complex between molecular
‘‘tweezers’’ and C60/C70 on second-order
nonlinear optical properties

Li Wang,* Yan-Li Liu, Quan-Jiang Li, Di He,
Sheng-Hui Chen and Mei-Shan Wang*

8809

Electronic and magnetic properties of charged
point defects in monolayer CrI3

Rongrong Ma, Yun Sun, Mei Ge, Chenrui Ma and
Junfeng Zhang*

This journal is the Owner Societies 2023 Phys. Chem. Chem. Phys., 2023, 25, 8225–8243 | 8239

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 2

2 
M

ar
ch

 2
02

3.
 D

ow
nl

oa
de

d 
on

 1
2/

4/
20

25
 5

:4
9:

32
 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/d3cp90079g


RESEARCH PAPERS

8816

Nanoscale characterization of the heterogeneous
interfacial oxidation layer of graphene/Cu based
on a SEM electron beam induced reduction effect

Panpan Feng, Dan Zhang,* Peng Zhang, You Wang and
Yang Gan*

8826

Atomic reconstruction and oxygen adsorption
behavior of the pyrite (100) surface: a DFT study

Manjiao Chen, Xinjun Hu, Xinjun Zhou, Xiulan Li and
Jianping Tian

8836

Real-time dynamic simulation of laser-induced
N2 dissociation on two-dimensional graphene
sheets

Jiuhuan Chen, Xin-Lu Cheng* and Hong Zhang

8843

Realization of quasi-1D topological magnetism at
the V-alloyed MoS2 zigzag edge

Kejie Bao and Junyi Zhu*

8240 | Phys. Chem. Chem. Phys., 2023, 25, 8225–8243 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

2 
M

ar
ch

 2
02

3.
 D

ow
nl

oa
de

d 
on

 1
2/

4/
20

25
 5

:4
9:

32
 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/d3cp90079g


RESEARCH PAPERS

8853

Robust electronic properties of monolayer
BeO against molecule adsorption

Hongsheng Liu, Vitaly Ksenevich, Jijun Zhao and
Junfeng Gao*

8861

Efficient photocatalytic hydrogen evolution and
CO2 reduction by HfSe2/GaAs3 and ZrSe2/GaAs3

heterostructures with direct Z-schemes

Xue-Qing Wan, Chuan-Lu Yang,* Mei-Shan Wang and
Xiao-Guang Ma

8871

Effect of the Al/AlOx interfacial stacking sequence
on the transport properties of alumina tunnel
junctions

Zheng Shan, Xuelian Gou, Huihui Sun,* Fudong Liu,
Lin Han and Jiandong Shang

8882

Temperature dependence of magnetic moment of
rare earth ions in ErFeO3 and NdFeO3 single crystals

Mohanad H. Mohammed, Zhenxiang Cheng, Shixun Cao
and Joseph Horvat

This journal is the Owner Societies 2023 Phys. Chem. Chem. Phys., 2023, 25, 8225–8243 | 8241

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 2

2 
M

ar
ch

 2
02

3.
 D

ow
nl

oa
de

d 
on

 1
2/

4/
20

25
 5

:4
9:

32
 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/d3cp90079g


RESEARCH PAPERS

8891

Protonation of serine: conformers, proton affinities
and gas-phase basicities at the ‘‘gold standard’’
and beyond

András B. Nacsa,* Máté Kı́gyósi and Gábor Czakó*
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