
REVIEWS

21

Wandering through quantum-mechanochemistry:
from concepts to reactivity and switches

Mercedes Alonso,* Tom Bettens, Jochen Eeckhoudt,
Paul Geerlings and Frank De Proft*

36

Quantum phase transitions in skewed ladder
systems

Sambunath Das, Dayasindhu Dey,
Rajamani Raghunathan, Zoltan G. Soos,
Manoranjan Kumar* and S. Ramasesha*

IN THIS ISSUE
ISSN 1463–9076 CODEN PPCPFQ 26(1) 1–638 (2024)

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 Nikola Bregović
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Nikola Bregović*
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Barry A. Blight*

551

Design of metamaterial perfect absorbers in the
long-wave infrared region

Yang Wang, Xiu Li, Shenbing Wu, Changjun Hu and
Yuanyuan Liu*

This journal is the Owner Societies 2024 Phys. Chem. Chem. Phys., 2024, 26, 3–20 | 17

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 2

1 
D

ec
em

be
r 

20
23

. D
ow

nl
oa

de
d 

on
 4

/3
0/

20
26

 8
:1

3:
25

 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/d4cp90003k


RESEARCH PAPERS

558

The regulatory function of the d-orbital structure in
TM@g-t-C4N3 for bifunctional catalysis of the
oxygen evolution/reduction reaction

Zhenduo Wang, Meichen Wu, Yuhong Huang,
Jianmin Zhang* and Xiumei Wei*

569

Theory of density waves and organization
of proteins in icosahedral virus capsids

Olga V. Konevtsova, Dmitrii V. Chalin and
Sergei B. Rochal*

581

Pseudo-equilibrium equations for calcium
phosphate precipitation with multi-unit particles

Tian-Lan Zhang

594

Bifunctional diatomic site catalysts supported by
b12-borophene for efficient oxygen evolution
and reduction reactions

Jia Liu, Minjing Zhang, Si-Dian Li* and Yuewen Mu*

18 | Phys. Chem. Chem. Phys., 2024, 26, 3–20 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

1 
D

ec
em

be
r 

20
23

. D
ow

nl
oa

de
d 

on
 4

/3
0/

20
26

 8
:1

3:
25

 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/d4cp90003k


RESEARCH PAPERS

602

Prediction of novel ground-state structures and
analysis of phonon transport in two-dimensional
GexSy compounds

Asad Ali and Young-Han Shin*

612

Adsorption and sensing performance of air
pollutants on a b-TeO2 monolayer:
a first-principles study

Ying Wang, Shiying Guo,* Xiaoyong Xu,
Jing Pan, Jingguo Hu and Shengli Zhang*

621

Fractional Marcus–Hush–Chidsey–Yakopcic
current–voltage model for redox-based
resistive memory devices

G. V. Paradezhenko,* D. V. Prodan, A. A. Pervishko,
D. Yudin and A. Allagui

628

Boosting the oxygen reduction reaction activity
of dual-atom catalysts on N-doped graphene by
regulating the N coordination environment

Lei Li,* Xiaoxia Wu, Qiuying Du, Narsu Bai and
Yuhua Wen*

This journal is the Owner Societies 2024 Phys. Chem. Chem. Phys., 2024, 26, 3–20 | 19

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 2

1 
D

ec
em

be
r 

20
23

. D
ow

nl
oa

de
d 

on
 4

/3
0/

20
26

 8
:1

3:
25

 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/d4cp90003k


CORRECTION

635

Correction: Structural, electronic, optical, elastic, thermodynamic and thermal transport properties of
Cs2AgInCl6 and Cs2AgSbCl6 double perovskite semiconductors using a first-principles study

Keqing Zhang, Lijun Zhang, S. K. S. Saravana Karthikeyan, Chang Yi Kong, Fuchun Zhang, Xiang Guo,*
Nam Nguyen Dang, Sankar Ganesh Ramaraj* and Xinghui Liu*

20 | Phys. Chem. Chem. Phys., 2024, 26, 3–20 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

1 
D

ec
em

be
r 

20
23

. D
ow

nl
oa

de
d 

on
 4

/3
0/

20
26

 8
:1

3:
25

 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/d4cp90003k



