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Harri Ali-Löytty, Hannu P. Pasanen, Hele Savin* and
Nikolai V. Tkachenko*

15277

Unraveling the interaction between singlet state
atomic oxygen O(1D) and water: toward the
formation of oxywater and hydrogen peroxide

Jos Suijker and Behnaz Bagheri*

15286

Hydrogen-bond-modulated negative linear
compressibility in a V-shaped molecular crystal

Qingxin Zeng,* Wenbo Qiu, Chengxi Li, Yan Sun,
Jian Hao and Yinwei Li*

15054 | Phys. Chem. Chem. Phys., 2024, 26, 15049–15067 This journal is the Owner Societies 2024

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 2

9 
M

ay
 2

02
4.

 D
ow

nl
oa

de
d 

on
 7

/3
0/

20
25

 6
:0

4:
07

 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/d4cp90095b


RESEARCH PAPERS

15292

Elucidating the degradation mechanism of the
nerve agent A-234 using various detergents: a
theoretical investigation

Rongxin Shi, Lin Zhang, Denghui Ma and Zexing Cao*

15301

Electron correlation effects on uranium isotope
fractionation in U(VI)–U(VI) and U(IV)–U(VI)
equilibrium isotopic exchange systems

Ataru Sato, Masahiko Hada and Minori Abe*

15316

Machine learning predicted inelasticity in defective
two-dimensional transition metal dichalcogenides
using SHAP analysis

Ankit Anuragi, Ankit Das, Akash Baski, Vinay Maithani and
Sankha Mukherjee*

15332

Direct reduction of NO into N2 catalyzed
by fullerene-supported rhodium clusters

Ruomeng Li, Ya-Ke Li,* Jianzhi Xu and Gao-Lei Hou*

This journal is the Owner Societies 2024 Phys. Chem. Chem. Phys., 2024, 26, 15049–15067 | 15055

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 2

9 
M

ay
 2

02
4.

 D
ow

nl
oa

de
d 

on
 7

/3
0/

20
25

 6
:0

4:
07

 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/d4cp90095b


RESEARCH PAPERS

15338

A molecular beam study of CO oxidation on Pd
clusters supported on alumina: the effect
of cluster size

Georges Sitja* and Claude R. Henry*

15344

COMPAS-3: a dataset of peri-condensed
polybenzenoid hydrocarbons

Alexandra Wahab and Renana Gershoni-Poranne*

15358

Vibrational and electronic spectra of protonated
vanillin: exploring protonation sites and
isomerisation

Alejandro Gutiérrez-Quintanilla, Baptiste Moge,
Isabelle Compagnon and Jennifer A. Noble*

15369

A topological path to the formation of a
quasi-planar B70 boron cluster and its dianion

Pinaki Saha, Fernando Buendı́a, Long Van Duong and
Minh Tho Nguyen*

15056 | Phys. Chem. Chem. Phys., 2024, 26, 15049–15067 This journal is the Owner Societies 2024

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 2

9 
M

ay
 2

02
4.

 D
ow

nl
oa

de
d 

on
 7

/3
0/

20
25

 6
:0

4:
07

 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/d4cp90095b


RESEARCH PAPERS

15376

Two-dimensional Mo1�xB2 with ordered metal
vacancies obtained for advanced thermoelectric
applications based on first-principles calculations

Jie Pu, Ziyu Hu* and Xiaohong Shao*

15386

Designing potentially singlet fission materials
with an anti-Kasha behaviour

Ricardo Pino-Rios,* Rodrigo Báez-Grez,
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