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Amélie Rochet*

19365

Tailored magnetic transitions and magnetocaloric
properties towards room temperature in
La0.67�xBixSr0.33MnO3 (x = 0.05–0.25) manganites

Parvathy Namboothiri, K. K. Supin, B. Arun, M. S. Anikin
and M. Vasundhara*

This journal is the Owner Societies 2025 Phys. Chem. Chem. Phys., 2025, 27, 18801–18818 | 18813

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

8 
Se

pt
em

be
r 

20
25

. D
ow

nl
oa

de
d 

on
 4

/1
/2

02
6 

6:
01

:1
8 

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/d5cp90172c


RESEARCH PAPERS

19379

Molecular dynamics of space-confined water inside
Span 80 reverse micelles with an all-atom and
coarse-grained solvent

Andrea Piserchia, Sergio Rampino,* Mirco Zerbetto,
Francesca Tajoli, Silvia Gross and Antonino Polimeno

19387

Solid-state cyclization of Ala–Leu and Leu–Ala
dipeptides, and self-assembly and luminescent
properties of the cyclic dipeptide

Elina R. Mirgazieva, Radik A. Larionov, Sufia A. Ziganshina,
Khasan R. Khayarov, Aleksandr E. Klimovitskii,
Daria V. Tkachenko, Vladimir A. Burilov, Olga B. Babaeva,
Artemiy G. Shmelev, Valery V. Gorbatchuk and
Marat A. Ziganshin*

19399

Ultralow lattice thermal conductivity and
enhanced thermoelectric performance in the AgKTe
monolayer induced by four-phonon scattering

Qiong Meng, Chuan-Lu Yang,* Xiaohu Li, Yuliang Liu,
Wenkai Zhao and Feng Gao

19410

Robust p-type ohmic contact in ZrI2/Dirac
semi-metal van der Waals heterostructures

Wu Zhang, Bo Li, Zhen-kun Tang and Liemao Cao*

18814 | Phys. Chem. Chem. Phys., 2025, 27, 18801–18818 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

8 
Se

pt
em

be
r 

20
25

. D
ow

nl
oa

de
d 

on
 4

/1
/2

02
6 

6:
01

:1
8 

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/d5cp90172c


RESEARCH PAPERS

19418

N-(Pyridin-3-yl)pyrimidin-4-amine analogues as
potent CDK2 inhibitors: an in silico investigative
approach

Muhammad Shafiq, Maria Nasim, Dmitry Nerukh,
Mohammad Nur-e-Alam and Zaheer Ul-Haq*

19435

An unconventional electrochemical/solid-state-
device integrated system: an electrochemical
sensor based on the PCPDTBT polaronic state

Andrea Stefani, Camilla Ferrari, Agnese Giacomino,
Sara Morandi, Andrea Marchetti, Suryakant Mishra and
Claudio Fontanesi*

19445

Temperature dependence of reactions between
aqueous manganese ions and water radiolysis
products

Aliaksandra Lisouskaya,* Ian Talty, Brady Soenen and
Nevis Dickson

19454

Computational design of an improved
photoswitchable psychedelic based on light
absorption, membrane permeation and protein
binding

Vito F. Palmisano, Claudio Agnorelli, Shirin Faraji* and
Juan J. Nogueira*

This journal is the Owner Societies 2025 Phys. Chem. Chem. Phys., 2025, 27, 18801–18818 | 18815

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

8 
Se

pt
em

be
r 

20
25

. D
ow

nl
oa

de
d 

on
 4

/1
/2

02
6 

6:
01

:1
8 

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/d5cp90172c


RESEARCH PAPERS

19465

Mechanisms underlying the freezing and melting
behavior of water confined in silica nanopores as a
function of pore size and pore filling

Yang Jia, Rituparna Hazra, Amy Wu, Sahil Mehul Patel
and Greeshma Gadikota*

19480

Modelling of formic acid production using
solventless trialkylamine reduction strategies

A. W. N. de Leeuw den Bouter, A. Miquelot, L. Brito,
P. Olivier and J. van der Schaaf*

19488

How does an external electric field in the
normal-direction affect the cyclo[18]carbon
molecule?—a DFT study
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