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Ángel José Pérez-Jiménez, Giovanni Scalmani,
Michael J. Frisch and Carlo Adamo*

8106

Theoretical investigation of multi-spin excited
states of anthracene radical-linked p-conjugated
spin systems by computational chemistry

Ken Kato* and Yoshio Teki*

8115

Spodium bonding with noble gas atoms

Farnaz Yashmin, Lakhya J. Mazumder,
Pankaz K. Sharma* and Ankur K. Guha*

8125

Investigation on the mechanical integrity of a
PEO-based polymer electrolyte in all-solid-state
lithium batteries

Qinghua Yang, Detao Kong, Liang Fu, Yaolong He* and
Hongjiu Hu

This journal is the Owner Societies 2024 Phys. Chem. Chem. Phys., 2024, 26, 7935–7949 | 7939

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 0

6 
M

ar
ch

 2
02

4.
 D

ow
nl

oa
de

d 
on

 4
/1

3/
20

26
 7

:1
5:

21
 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/d4cp90051k


RESEARCH PAPERS

8141

Enthalpies and entropies of hydration from Monte
Carlo simulations

William L. Jorgensen

8148

Monitoring the response of a model protocell to
dye and surfactant molecules through second
harmonic generation and fluorescence imaging

Bifei Li, Jianhui Li, Shujiao Chen, Qunhui Yuan,*
Chao Fang* and Wei Gan*

8158

Photo-excited charge transfer from adamantane
to electronic bound states in water

Xiangfei Wang, Pascal Krause, Thorren Kirschbaum,
Karol Palczynski, Joachim Dzubiella* and Annika Bande*

8177

The confined surface C2N/Pt(111) as a highly
efficient catalyst for CO oxidation

Yiqun Guo, Yongdao Chen and Xiangmei Duan*

7940 | Phys. Chem. Chem. Phys., 2024, 26, 7935–7949 This journal is the Owner Societies 2024

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 0

6 
M

ar
ch

 2
02

4.
 D

ow
nl

oa
de

d 
on

 4
/1

3/
20

26
 7

:1
5:

21
 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/d4cp90051k


RESEARCH PAPERS

8183

Prediction of intrinsic room-temperature
ferromagnetism in two-dimensional CrInX2

(X = S, Se, Te) monolayers

Yunfei Zhang, Shuo Zhang, Minghao Jia, Tian Wang,
Lixiu Guan* and Junguang Tao*

8195

Differentiating a-moganite, silanol and a-quartz
by Raman spectroscopy

Yasumoto Tsukada,* Patrick Schmidt and
Stephen A. Bowden

8200

Charge transfer excitons and directional
fluorescence of in-plane lateral MoSe2–WSe2

heterostructures

Ning Li, Na Zhang, Jingang Wang and Mengtao Sun*

8210

Conformational preference of dipeptide zwitterions
in aqueous solvents

Francisco Adasme-Carreño,* Alvaro Ochoa-Calle,*
Marcelo Galván and Joel Ireta*

This journal is the Owner Societies 2024 Phys. Chem. Chem. Phys., 2024, 26, 7935–7949 | 7941

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 0

6 
M

ar
ch

 2
02

4.
 D

ow
nl

oa
de

d 
on

 4
/1

3/
20

26
 7

:1
5:

21
 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/d4cp90051k


RESEARCH PAPERS

8219

Composition design and optimization of
Fe–C–Mn–Al steel based on machine learning

Hong Cheng, Zhongping He,* Meiling Ge, Lun Che,
Kaiyuan Zheng, Tianyu Si and Feng Zhao*

8228

Symmetry constraints on the orientation
dependence of high-order elastic constants
for the hexagonal boron nitride monolayer

Dong-Jian Yang, Peng Wei and Jin-Wu Jiang*

8237

High-temperature superconductivities and crucial
factors influencing the stability of LaThH12 under
moderate pressures

Pengye Liu, Wendi Zhao, Zhao Liu,* Yilong Pan,
Defang Duan and Tian Cui*

8247

Realization of multifunctional transformation
based on the vanadium dioxide-assisted
metamaterial structure

Xuehui Weng, Dexian Yan,* Yu Qiu, Xiangjun Li,
Le Zhang and Jining Li

7942 | Phys. Chem. Chem. Phys., 2024, 26, 7935–7949 This journal is the Owner Societies 2024

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 0

6 
M

ar
ch

 2
02

4.
 D

ow
nl

oa
de

d 
on

 4
/1

3/
20

26
 7

:1
5:

21
 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/d4cp90051k


RESEARCH PAPERS

8255

Production and transport of plasma-generated
hydrogen peroxide from gas to liquid
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