
REVIEW

22871

Infrared spectroscopy at the surface of carbonates

Taha Elgayyar,* Federico Azzolina-Jury and
Frédéric Thibault-Starzyk

PERSPECTIVES

22880

The anomalous nature of fluorine revisited:
amazing consequences

Jane S. Murray

IN THIS ISSUE
ISSN 1463–9076 CODEN PPCPFQ 27(43) 22853–23500 (2025)

PCCP

Physical Chemistry Chemical Physics – An international journal

rsc.li/pccp

The Royal Society of Chemistry is the world’s leading chemistry community. Through our high impact journals and publications we
connect the world with the chemical sciences and invest the profits back into the chemistry community.

Inside cover
See Stefan Weber
et al., pp. 22911–22923.
Image reproduced
by permission of
Sabina Panter from
Phys. Chem. Chem. Phys.,
2025, 27, 22911.

Cover
See Sandra
Eibenberger-Arias et al.,
pp. 22906–22910.
Image reproduced
by permission of
Shilpa Yadav, JuHyeon
Lee, Gerard Meijer, Sandra
Eibenberger-Arias from
Phys. Chem. Chem. Phys.,
2025, 27, 22906.

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

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
 6

/2
0/

20
26

 4
:1

7:
31

 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
View Journal  | View Issue

http://rsc.li/pccp
http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d5cp90201k
https://pubs.rsc.org/en/journals/journal/CP
https://pubs.rsc.org/en/journals/journal/CP?issueid=CP027043


Connecting communities  
and inspiring new ideas

Environmental Science:
Atmospheres

Fundamental questions
Elemental answers

rsc.li/submittoEA

Registered charity number: 207890

GOLD
OPEN
ACCESS

M_Journals_EA Atmospheres_2023_CW Ad_210x275mm.indd   1 30/08/2023   14:37:36

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
 6

/2
0/

20
26

 4
:1

7:
31

 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


PERSPECTIVES

22885

Construction of an artificial-intelligence agent for
the discovery of next-generation white-LED
phosphors

Zichun Zhou, Han Zhang, Chi Song, Chen Ming* and
Yi-Yang Sun*

COMMUNICATIONS

22894

Cation distribution and its magnetic implications in
gadolinium–iron garnets for an enhanced control
of compensation temperature

Cristina Bartha, Claudiu Locovei, Andrei Alexandru-Dinu,
Cezar Comanescu, Mihai Alexandru Grigoroscuta,
Andrei Kuncser, Nicusor Iacob, Magda Galatanu,
Aurel Leca, Petre Badica* and Victor Kuncser*

22901

Combined machine learning and atomistic
simulations reveal multi-state hydration in cationic
brushes in the presence of halide counterions

Raashiq Ishraaq and Siddhartha Das*

RESEARCH PAPERS

22906

High-resolution UV spectroscopy of the chiral
molecule 1-phenylethanol

Shilpa Yadav, JuHyeon Lee, Gerard Meijer and
Sandra Eibenberger-Arias*

This journal is the Owner Societies 2025 Phys. Chem. Chem. Phys., 2025, 27, 22855–22870 | 22857

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
 6

/2
0/

20
26

 4
:1

7:
31

 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

22911

Investigation of 6,7,8-trimethyllumazine and its
radicals by NMR and photo-CIDNP spectroscopy

Sabrina Panter, Boris Illarionov, Jing Chen,
Adelbert Bacher, Markus Fischer and Stefan Weber*

22924

(De)coding SABRE of [1-13C]pyruvate

Salvatore Mamone, Federico Floreani,
Ahmed Mohammed Faramawy, Claudia Graiff,
Lorenzo Franco, Marco Ruzzi, Cristina Tubaro and
Gabriele Stevanato*

22937

Multiconfigurational electronic structure
calculations explain the role of ligands in
g-tensor anisotropy for RuIII complexes

Pavel Pokhilko* and Yulia Pushkar*

22954

On the mechanism of reactive sorption of H2S on
CuO (111) and (1%11) surfaces: a first-principles study

David Jiang, Nicole Chiang, Tirso López-Ausens and
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and Antonio Monari*

23202

First-principles study on surface and internal
hydrogen diffusion of Y2O3

Weihao Ye, Chuan-Hui Zhang* and Liwu Jiang*

23215

Soret-decoupled thermoelectric potential in
binary highly ionized liquids

Semen N. Semenov* and Martin E. Schimpf

23223

Investigation of the excitation energy transfer
pathways of photosynthetic RC–LH1
supercomplexes

Meng-Ying Tong, Qian Jiang, Ao Shen,
Bern M. Christianson, Li-Hua Bie,* Lu-Ning Liu* and
Jun Gao*

22864 | 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
 6

/2
0/

20
26

 4
:1

7:
31

 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

23234

Modulation of triarylhydrazone photoswitching
efficiency through heteroaryl variations
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23487

A combined density functional and coupled-cluster
theory study on correlation-bound anions of
perfluorinated compounds

Charlotte Titeca,* Garrette Pauley Paran, Frank De Proft
and Thomas-Christian Jagau

22870 | 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
 6

/2
0/

20
26

 4
:1

7:
31

 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



