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Niklas Göllmann, Matthew R. Ludwig, Peter Wind,
Laura E. Ratcliff* and Luca Frediani

23022

Rotational excitation of fulminic acid (HCNO) in
collisions with molecular hydrogen

Paul J. Dagdigian

23030

How the nNu ! r�C�Cl hyperconjugation interaction
affects intrinsic reactivity in an SN2 reaction

Leonardo Saravia F., Jorge Gutiérrez-Flores,
Eduardo H. Huerta,* Jorge Garza, Rubicelia Vargas* and
Marcos Hernández-Rodriguez*

23044

Unraveling chemical bonding mechanisms through
dipole moment variations under external electric
fields

Jorge Charry,* Matteo Barborini and
Alexandre Tkatchenko*

22860 | Phys. Chem. Chem. Phys., 2025, 27, 22855–22870 This journal is the Owner Societies 2025

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 0

5 
N

ov
em

be
r 

20
25

. D
ow

nl
oa

de
d 

on
 4

/1
3/

20
26

 8
:2

2:
14

 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/d5cp90201k


RESEARCH PAPERS

23056

Origin of the nonresonant signal in sum-frequency
vibrational spectroscopy at the water interface

Ren-Hui Zheng* and Wen-Mei Wei*

23065

Mechanism of drug-potency enhancement
via methylation

Goga Ram and Nirmalya Bachhar*

23079

Electronic energy levels of aqueous hydroxyl
species

Francesco Ambrosio,* Wei Chen and
Alfredo Pasquarello*

23091

Pentagonal Janus SiXY monolayers: a new frontier
for 2D photocatalysis with high solar-to-hydrogen
efficiency

Gang Guo,* Congsheng Xu* and Ping Li

This journal is the Owner Societies 2025 Phys. Chem. Chem. Phys., 2025, 27, 22855–22870 | 22861

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 0

5 
N

ov
em

be
r 

20
25

. D
ow

nl
oa

de
d 

on
 4

/1
3/

20
26

 8
:2

2:
14

 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/d5cp90201k


RESEARCH PAPERS

23105

Calcium environments, proton defects, and
facet-dependent fluoride interactions in
hydroxyapatite nanostructures probed by
multinuclear solid-state NMR

Yuan Li, Brianna Duarte and Gregory P. Holland*

23116

Magnesium perfluorinated pinacolatoborate in
diglyme: understanding microscopic structures
in rechargeable magnesium batteries

Nadezhda A. Andreeva and Vitaly V. Chaban*

23127

A first-principles study on the effects of 3d
transition metal dopants on the valleytronic
properties of Janus-type 2H-MoSeTe monolayers

Kai Cheng,* Peng Wu, Haoran Cui, Shijie Guo, Jianpei
Xing,* Sandong Guo and Yan Su

23139

A reduced-parameter variational strategy for
accelerated evaluation of thermal density
matrices via quantum effective harmonic
oscillators approach

Mokshi Sharma and Tapta Kanchan Roy*

22862 | Phys. Chem. Chem. Phys., 2025, 27, 22855–22870 This journal is the Owner Societies 2025

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 0

5 
N

ov
em

be
r 

20
25

. D
ow

nl
oa

de
d 

on
 4

/1
3/

20
26

 8
:2

2:
14

 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/d5cp90201k


RESEARCH PAPERS

23152

Density-aware active learning for materials
discovery: a case study on functionalized
nanoporous materials

V. Gkatsis, P. Maratos, C. Rekatsinas,*
G. Giannakopoulos and P. Krokidas*

23166

Gas-phase reactivity of hexanuclear molybdenum
[Mo6I14]2� and its photo-fragments towards O2 and
CO2: combined mass spectrometry (MSn) and
quantum chemical simulations

Aikaterini Tsirkou, Nina Tyminska, Richard A. J. O’Hair,
Fabien Grasset, Yann Molard, Karine Costuas,*
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Jaakko Kähärä, Lauri Franzon, Stephen Ingram,
Nanna Myllys, Theo Kurtén and Hanna Vehkamäki*
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