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and Mössbauer parameters

Niklas von Rhein, Jian Liang Low,
Charlotte Gallenkamp,* Beate Paulus and Vera Krewald*

10120

Tuning the free energy of host–guest encapsulation
by cosolvent

Melinda Nolten, Kay T. Xia, Simone Pezzotti,
Gerhard Schwaab, Robert G. Bergman,*
Kenneth N. Raymond,* F. Dean Toste,*
Teresa Head-Gordon,* Wan-Lu Li* and
Martina Havenith*

10129

Pressure-induced symmetry breaking and robust
Mo3 clusters (S = 0) in kagome compounds
M2Mo3O8 (M = Zn, Fe)

En Chen, Chen Li, Dequan Jiang, Yingying Ma,
Haoming Cheng, Tianyao Pei, Chuanlong Lin and
Yonggang Wang*

This journal is the Owner Societies 2025 Phys. Chem. Chem. Phys., 2025, 27, 9899–9912 | 9905

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

4 
M

ay
 2

02
5.

 D
ow

nl
oa

de
d 

on
 3

/1
6/

20
26

 1
2:

11
:5

5 
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/d5cp90092a


RESEARCH PAPERS

10137

Identification and characterization of binding
thermodynamics and kinetics of inhibitors targeting
FGFR1 via molecular modelling and ligand Gaussian
accelerated molecular dynamics simulations

Subhasmita Mahapatra and Parimal Kar*

10153

Structural transitions at the bilayer graphene–
methanol interface from ab initio molecular
dynamics

Flavio Siro Brigiano,* Thomas Thévenet, Alexis Markovits,
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