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18326

Modulating functional allostery of the host-cell
receptor protein hACE2 to inhibit viral entry
of SARS-CoV-2

Pratyush Pani, Saroj Kumar Panda and
Malay Kumar Rana*

18341

Ground and excited state properties of ThBe and
AcBe

Isuru R. Ariyarathna

18351

Possible transformation between half-metallic
and metallic states of multiferroic MnGaSSe2

monolayers

Zhiwen He, Shu Wang, Xue Rui, Jun Zhu, Yi Sun,*
Jinlian Lu, Xueke Yu* and Xiuyun Zhang*

18050 | Phys. Chem. Chem. Phys., 2025, 27, 18043–18061 This journal is the Owner Societies 2025

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

0 
Se

pt
em

be
r 

20
25

. D
ow

nl
oa

de
d 

on
 4

/8
/2

02
6 

11
:5

4:
19

 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/d5cp90169c


RESEARCH PAPERS

18358

Structural and interfacial behavior of choline
chloride-based DESs (CholCl:EG and CholCl:urea)
at various weight percentages in water mixture

Rokhsareh Khodabandeh and Amin Reza Zolghadr*

18379

Superconducting properties of Li2KH17 with a cage
configuration under high pressure

Qiyu Fu, Yuhang Wang, Xuejiao Xu, Wenhua Li,
Xuyan Xue, Wei Zhang, Wencai Lu, Huijuan Sun* and
Wenhua Yang*

18387

Co-immobilization of a rhodium catalyst and
LDH on a carbon electrode using a covalent
graft strategy for electrosynthesis of L-lactate
in a bipolar electrochemical system

Chunhua Zhang,* Bowen Li,* Xiang Gao, Wei Xiao,
Mingfang Chen and Qilong Bian*

18395

Unveiling the structure of chlorine-doped
graphdiyne via first-principles X-ray spectroscopy

Hao-Qing Zhu, Hai-Bo Li, Xiu-Neng Song and Yong Ma*

This journal is the Owner Societies 2025 Phys. Chem. Chem. Phys., 2025, 27, 18043–18061 | 18051

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

0 
Se

pt
em

be
r 

20
25

. D
ow

nl
oa

de
d 

on
 4

/8
/2

02
6 

11
:5

4:
19

 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/d5cp90169c


RESEARCH PAPERS

18403

Two-dimensional P2S-I monolayer as a promising
photocatalyst for overall water splitting

Xuan Li, Li Shao,* Yanli Yang, Yuantao He, Yan Li and
Jiehu Cui*

18409

Low temperature jet spectra of (DFE)2, DFE-He,
DFE-He2 and DFE in the 2210–3105 cm�1 region
(DFE = 1,1 difluoroethylene)

A. J. Barclay, A. R. W. McKellar, A. Pietropolli Charmet
and N. Moazzen-Ahmadi*

18420

Boosting thermoelectric performance of
ferroelectric monolayer a-In2Se3 via strongly
enhanced phonon scattering induced by
site-specific Te doping

Weinan Zheng, Xinyang Li, Qiuyun Wang* and
Anmin Chen*

18430

Linear–cyclic isomer competition in protonated
ethanol–methanol clusters probed by infrared
spectroscopy and deep-learning structural and
dynamical simulations

Po-Jen Hsu, Atsuya Mizuide, Jer-Lai Kuo* and
Asuka Fujii*

18052 | Phys. Chem. Chem. Phys., 2025, 27, 18043–18061 This journal is the Owner Societies 2025

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

0 
Se

pt
em

be
r 

20
25

. D
ow

nl
oa

de
d 

on
 4

/8
/2

02
6 

11
:5

4:
19

 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/d5cp90169c


RESEARCH PAPERS

18444

Arrangement and dynamics of individual
cyclodextrins on the surface of core–shell micelles

I. S. Vaskan,* V. A. Dimitreva, A. A. Piryazev,
E. N. Subcheva, N. V. Bovin, A. B. Tuzikov,
V. A. Oleinikov and A. V. Zalygin*

18454

Injection rate control on the growth direction in
chemical gardens

Yujin Kubodera, Muneyuki Matsuo and Satoshi Nakata*

18459

Mechanistic insights into glycosylation-driven
structural rearrangements in human aquaporin 1

Keisuke Saito,* Yasuhiro Kajihara* and Hiroshi Ishikita*

18467

Intelligent methods for assessing the efficiency of
optical limiters based on carbon nanomaterials
using the CORRELATO approach

Alexander Yu. Tolbin,* Bogdan A. Tretyakov,
Mikhail S. Savelyev, Pavel N. Vasilevsky and
Alexander Yu. Gerasimenko

This journal is the Owner Societies 2025 Phys. Chem. Chem. Phys., 2025, 27, 18043–18061 | 18053

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

0 
Se

pt
em

be
r 

20
25

. D
ow

nl
oa

de
d 

on
 4

/8
/2

02
6 

11
:5

4:
19

 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/d5cp90169c


RESEARCH PAPERS

18478

Spin multifunctional transport properties of C13 and
C14 molecule-based molecular nanodevices

Shenlang Yan,* Songbo Xiong, Tong Chen and
Mengqiu Long

18487

Heat transfer through covalent versus non-covalent
bonding: a case study on crystalline p-conjugated
P3HT polymer using approach-to-equilibrium
molecular dynamics

Cheick Oumar Diarra, Carlo Massobrio and
Evelyne Martin*

18496

Impact of Ce doping on the optoelectronic and
structural properties of a CsPbIBr2 perovskite
solar cell

M. I. Khan,* Ali Mujtaba, Mahvish Fatima, Riadh Marzouki,
Saddam Hussain and Tauseef Anwar

18504

Hepta-coordinated vanadium stabilized alkaline
earth dimers: a DFT study

Ranajit Saha* and Pratim Kumar Chattaraj*

18054 | Phys. Chem. Chem. Phys., 2025, 27, 18043–18061 This journal is the Owner Societies 2025

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

0 
Se

pt
em

be
r 

20
25

. D
ow

nl
oa

de
d 

on
 4

/8
/2

02
6 

11
:5

4:
19

 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/d5cp90169c


RESEARCH PAPERS

18511

Quantized optical conductivity of gated and
irradiated monolayer Pt2HgSe3

Bui D. Hoi* and Ta T. Tho

18517

Effect of local chain ordering on macroscopic
charge mobility in chemically doped P3HT

Abdul Rashid Umar, Adib Taba, Masoud Mahjouri-Samani
and Christopher Grieco*

18525

Extending quantum coherence lifetimes in
nonadiabatic dissipative molecular systems with
chirped pulses

Robert Strich, Shirin Faraji and Elisa Palacino-González*
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