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Christèle Legens and Ovidiu Ersen

This journal is the Owner Societies 2025 Phys. Chem. Chem. Phys., 2025, 27, 19573–19590 | 19583

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 2

4 
Se

pt
em

be
r 

20
25

. D
ow

nl
oa

de
d 

on
 3

/5
/2

02
6 

4:
18

:5
6 

PM
. 

 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/d5cp90176f


RESEARCH PAPERS

20074

Molecular-level heterogeneity in deep eutectic
electrolytes

Mirna Alhanash, Carolina Cruz and Patrik Johansson*

20084

Improved modeling of battery electrolytes: betting
on model fitting or quantum effects?

Defne Saraç, Diego Moreno Martinez,
Marie-Liesse Doublet* and Christophe Raynaud*

20092

Physicochemical characterization of
polyoxyethylene (POE)-based nonionic surfactants
in single and mixed micellar environments for
anticancer drug solubilization enhancement

Virendra Prajapati, Yashika Tomar, Gautam Singhvi,
Debes Ray, Vinod Aswal, Ketan Kuperkar* and
Pratap Bahadur

20117

An equation-of-motion coupled cluster singles and
doubles approach to Auger–Meitner spectra based
on the one-center approximation

Wojciech Skomorowski,* Bruno Nunes Cabral Tenorio
and Sonia Coriani*

19584 | Phys. Chem. Chem. Phys., 2025, 27, 19573–19590 This journal is the Owner Societies 2025

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 2

4 
Se

pt
em

be
r 

20
25

. D
ow

nl
oa

de
d 

on
 3

/5
/2

02
6 

4:
18

:5
6 

PM
. 

 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/d5cp90176f


RESEARCH PAPERS

20131

Hindered rotation and bending anharmonicity
in aluminum alkyls: implications for
methylaluminoxane thermodynamics

Perttu Hanhisalo and Mikko Linnolahti*

20143

Controlling Er3+ multiphoton upconversion by
synergistically regulating energy transfer and
cross-relaxation for optical anti-counterfeiting

Yangyang Zhang, Zhengce An, Liping Lu* and
Xiaoyun Mi

20154

Anomalous temperature induced transition and
convergence of thermal conductivity in germanene
monolayer

Sapta Sindhu Paul Chowdhury, Sourav Thapliyal and
Santosh Mogurampelly*

20163

Exploring the functional properties of the
diamond-like quaternary compound Li2ZnGeS4

for potential energy applications: a theoretical
approach

Lalengmawia Celestine, Michael T. Nunsanga,
Saurav Suman, Renthlei Zosiamliana, Lalruat Sanga,
Hani Laltlanmawii, Lalhriat Zuala, Shivraj Gurung,
A. Laref and D. P. Rai*

This journal is the Owner Societies 2025 Phys. Chem. Chem. Phys., 2025, 27, 19573–19590 | 19585

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 2

4 
Se

pt
em

be
r 

20
25

. D
ow

nl
oa

de
d 

on
 3

/5
/2

02
6 

4:
18

:5
6 

PM
. 

 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/d5cp90176f


RESEARCH PAPERS

20177

Systematic growth of non-epitaxial ZnO shell over
Ln3+–Li+ co-doped Y2O3 phosphor core

Shefali Jayswal* and Rakesh S. Moirangthem

20185

Photocatalytic CO2 reduction reaction on
[TM(tpy)(ppy)]0 (TM = Re and Rh) species with a
square pyramidal nitrogen-coordinated structure:
a computational study

Chengxu Hu,* Donghua Zhang, Yunjie Chu, Xinyu Zuo
and Min Zhang*

20193

Ideal strength and emergent superconductivity
in a three-dimensional sp2-carbon network cT16

Hao Chen, Shan Jiang, Jing Wang, Ying Xu and
Dan Zhou*

20199

Boosted photocatalytic water splitting over a direct
Z-scheme CdTe/C2N van der Waals heterojunction:
a first-principles insight into photocatalytic activity

Yi Li, Cheng Gong,* Tong Chen, Dong-Lan Zhang,
Ling-Ling Wang, Kejun Dong and Liang Xu*

19586 | Phys. Chem. Chem. Phys., 2025, 27, 19573–19590 This journal is the Owner Societies 2025

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 2

4 
Se

pt
em

be
r 

20
25

. D
ow

nl
oa

de
d 

on
 3

/5
/2

02
6 

4:
18

:5
6 

PM
. 

 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/d5cp90176f


RESEARCH PAPERS

20209

Toward a bottom-up understanding of the impact
of high-entropy electrolyte components on the
charge storage performance of lithium ion batteries

Zihao Zeng, Tengxiang Qi, Bing-Ang Mei,*
Zhengxing Zuo, Huihua Feng and Rui Xiong

20226

Absorption properties of boron nitride quantum
dots: effects of solvents

E. A. Sidorov, I. O. Simonenko, N. M. Chtchelkatchev,
E. D. Gribova, I. N. Fadeykina, P. P. Gladyshev and
R. G. Nazmitdinov*

20237

Mechanistic insights into neosilyllithium-catalyzed
hydroboration of nitriles, aldehydes, and esters: a
DLPNO-CCSD(T) study

Mridula Choudhary, Tarun K. Panda* and
Saurabh Kumar Singh*

20250

Identification of temperature-insensitive residues in
regulating SARS-CoV-2 variants-human ACE2
interaction—a study of molecular dynamics
simulation

Chuanbo Wang, Zijian Liu, Jinfei Mei, Mengke Jia,
Sajjad Ahmad and Hongqi Ai*

This journal is the Owner Societies 2025 Phys. Chem. Chem. Phys., 2025, 27, 19573–19590 | 19587

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 2

4 
Se

pt
em

be
r 

20
25

. D
ow

nl
oa

de
d 

on
 3

/5
/2

02
6 

4:
18

:5
6 

PM
. 

 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/d5cp90176f


RESEARCH PAPERS

20266

Unveiling additive effects on molecular packing and
charge transfer in organic solar cells: an AIMD and
DFT study

Xiang Li, Qingxing Wu, Qiuhua Liu,* Zaichun Zhou,*
Guangjun Zhang* and Wanqiang Liu*

20279

Detection of a hybrid PrPfr state in the dark
reversion of a bathy phytochrome indicates
inter-dimer allostery

Sayan Prodhan, Petra Mészáros, Szabolcs Bódizs,
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