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Bérenger Gans, Séverine Boyé-Péronne, Hai-Linh Le,
Mengxu Jiang, Laurent Nahon and Gustavo A. Garcia

8127

A study on the construction of spherical
MnCO3–Cu2O composites with enhanced
electrochemical lithium storage performance

Lei Wang,* Guifen Du, Piyu Gong, Chuansheng Cui,
Shuo Tao, Haibo Li and Suyuan Zeng*

8014 | Phys. Chem. Chem. Phys., 2025, 27, 8011–8025 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

6 
A

pr
il 

20
25

. D
ow

nl
oa

de
d 

on
 5

/2
/2

02
5 

3:
37

:3
7 

A
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/d5cp90080h


RESEARCH PAPERS

8136

IPECnet: ML model for predicting the area of water
solubility of interpolyelectrolyte complexes

Ilya V. Grigoryan,* Liubov A. Antiufrieva,
Anna P. Grigoryan, Vladislava A. Pigareva,
Evgenii A. Generalov, Gennady B. Khomutov and
Andrey V. Sybachin*

8148

Enhancement of sulfate radicals degrading phenol
in water by an external electric field: a study by DFT
calculations

Yong Han,* Huiqing Yang, Qingrui Zhang and
Tifeng Jiao*

8158

Janus group V1B-based pnictogen-halide
monolayers: a new class of multifunctional
quantum materials from first-principles predictions

Sergey Gusarov, Chinedu E. Ekuma, Gap Soo Chang,
Mina Alizade and Mosayeb Naseri*

8167

Synthesis of polyhedral MoS2@C hollow cages
using a sacrificial template approach for improved
reversible lithium storage

Zhiya Lin, Zhilong Wu, Yuqi Wu, Hai Jia, Xiaojing Hu,
Maoxin Yu, Xiaohui Huang* and Shaoming Ying*

This journal is the Owner Societies 2025 Phys. Chem. Chem. Phys., 2025, 27, 8011–8025 | 8015

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

6 
A

pr
il 

20
25

. D
ow

nl
oa

de
d 

on
 5

/2
/2

02
5 

3:
37

:3
7 

A
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/d5cp90080h


RESEARCH PAPERS

8174

A redefinition of global conceptual density
functional theory reactivity indexes by means
of the cubic expansions of the energy

Luis Rincón,* Wendy M. Rodrı́guez, Jose R. Mora,
Cesar Zambrano, Luis E. Seijas, Andres Reyes and
F. Javier Torres*

8186

Molecular dynamics simulation of crystallization
and stretching mechanisms in ethylene/1-octene
block copolymers: insights into the role of the
block structure

Yangyang Zhao, Yiran Cao, Fan Zhang and Xuelian He*

8202

X-ray absorption spectroscopy reveals charge
transfer in p-stacked aromatic amino acids

Carlos Ortiz-Mahecha,* Lucas Schwob, Juliette Leroux,
Sadia Bari, Robert H. Meißner* and Annika Bande*

8212

Revisiting the intricate photodissociation
mechanism of ammonia along the minor
NH + H2 pathway

Brigitta Bachmair, Johannes C. B. Dietschreit and
Leticia González*
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Anuj Pokle, Einar Vøllestad, Reidar Haugsrud and
Jonathan M. Polfus*

8022 | Phys. Chem. Chem. Phys., 2025, 27, 8011–8025 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

6 
A

pr
il 

20
25

. D
ow

nl
oa

de
d 

on
 5

/2
/2

02
5 

3:
37

:3
7 

A
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/d5cp90080h


RESEARCH PAPERS

8478

Theoretical insights into aggregation-induced
emission of bis(cyanostyryl)pyrrole derivatives

Cherumannil Femina, Toshiya Yamagami,
Norifumi Yamamoto,* Reji Thomas and
Pookkottu K. Sajith*

8488

H-Bonding structures of 1-ethyl-3-
methylimidazolium trifluoroacetate: a
vibrational spectroscopic study

Kallol Mukherjee, Sarah Hall and Amber T. Krummel*

8498

Quantifying lattice vibrational modes and
optical conductivity in mixed
magnetite–maghemite nanoparticles

Mireia Sainz-Menchón, Iñigo González de Arrieta,*
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Tünde Juhász and Tamás Beke-Somfai*

8552

Influence of cation nature on high pressure
intrusion of aqueous salt solutions in pure
silica MFI-type zeolite

Amir Astafan, Habiba Nouali, Gérald Chaplais,
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