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Péter G. Szalay, Hans Lischka* and
Francisco B. C. Machado*

7929

When carbon monoxide goes ‘‘upside down’’:
vibrational signatures of CO at NaCl(100) from
ab initio molecular dynamics

Shreya Sinha,* Alec M. Wodtke and Peter Saalfrank*

7943

B/N modified GDY as a rare base 2D sensor:
a first-principles study

Ruiying Zhang, Xia Zeng, Lin Yu, Lingyu Meng,
Wenjin Miao and Lingxia Jin*

7482 | Phys. Chem. Chem. Phys., 2025, 27, 7471–7484 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

9 
ap

ri
l 2

02
5.

 D
ow

nl
oa

de
d 

on
 8

. 0
8.

 2
02

5 
00

:0
5:

02
. 

 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/d5cp90077h


RESEARCH PAPERS

7954

Facet-dependent polaron stability in photocatalysis
by SrTiO3: a constrained DFT study

Tatsuya Joutsuka

7965

High performance photocatalytic water splitting in
two-dimensional BN/Janus SnSSe heterojunctions:
ab initio study

Fan Xiang, RuiHao Tan, QingYu Xie and KaiWang Zhang*

7975

Characteristics of chemical products under the NOx

mode of dielectric barrier discharge: comprehensive
effects of specific energy input and magnetic field

Kun Liu,* Jing Dai and Xiong-Feng Zhou

7987

Mechanisms and dynamics of the halophilic
reaction between CH2CN� and CCl4

Siddharth Sankar Dutta, Sayoni Mitra and
Upakarasamy Lourderaj*

This journal is the Owner Societies 2025 Phys. Chem. Chem. Phys., 2025, 27, 7471–7484 | 7483

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 0

9 
ap

ri
l 2

02
5.

 D
ow

nl
oa

de
d 

on
 8

. 0
8.

 2
02

5 
00

:0
5:

02
. 

 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/d5cp90077h


RESEARCH PAPERS

7997

Assessment of the Piris natural orbital functionals
on transition metal dihydrides

Lizeth Franco, Roberto Rojas-Hernández,
Iván A. Bonfil-Rivera, Emilio Orgaz* and
Jorge M. del Campo*

CORRECTION

8005

Correction: Isomerisation of phosphabutyne and a photochemical route to phosphabutadiyne (HC3P), a
phosphorus analogue of cyanoacetylene

Arun-Libertsen Lawzer,* Elavenil Ganesan, Thomas Custer, Jean-Claude Guillemin and Robert Kołos

7484 | Phys. Chem. Chem. Phys., 2025, 27, 7471–7484 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

9 
ap

ri
l 2

02
5.

 D
ow

nl
oa

de
d 

on
 8

. 0
8.

 2
02

5 
00

:0
5:

02
. 

 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/d5cp90077h



