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20997

Theoretical studies on the kinetics and dynamics
of the BeH+ + H2O reaction: comparison
with the experiment

Jiaqi Li, Zhao Tu, Haipan Xiang, Yong Li* and
Hongwei Song*

This journal is the Owner Societies 2023 Phys. Chem. Chem. Phys., 2023, 25, 20765–20774 | 20771

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 0

9 
A

ug
us

t 2
02

3.
 D

ow
nl

oa
de

d 
on

 2
/1

9/
20

26
 1

:1
5:

40
 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/d3cp90167j


RESEARCH PAPERS

21006

Anomalous p-backbonding in complexes between
B(SiR3)3 and N2: catalytic activation and breaking
of scaling relations

Tore Brinck* and Suman Kalyan Sahoo

21020

The E3 state of FeMoco: one hydride, two hydrides
or dihydrogen?

Yunjie Pang and Ragnar Bjornsson*

21037

Enhancement for phonon-mediated
superconductivity up to 37 K in few-hydrogen
metal-bonded layered magnesium hydride
under atmospheric pressure

Yong He, Juan Du,* Shi-ming Liu, Chong Tian,
Min Zhang, Yao-hui Zhu, Hongxia Zhong,
Xinqiang Wang and Jun-jie Shi*

21045

Morphology evolution of the aluminum surface in a
fluorine-containing environment

Pengqi Hai, Chao Wu,* Xiangdong Ding* and Yuanjie Li*

20772 | Phys. Chem. Chem. Phys., 2023, 25, 20765–20774 This journal is the Owner Societies 2023

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 0

9 
A

ug
us

t 2
02

3.
 D

ow
nl

oa
de

d 
on

 2
/1

9/
20

26
 1

:1
5:

40
 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/d3cp90167j


RESEARCH PAPERS

21054

Unveiling the anchoring and catalytic effect of
Co@C3N3 monolayer as a high-performance
selenium host material in lithium–selenium
batteries: a first-principles study

Shuwei Tang,* Wentao Liu, Zehui Yang, Chenchen Liu,
Shulin Bai, Jingyi Zhang and Dongming Luo

21065

Lithium transference in electrolytes with
star-shaped multivalent anions measured
by electrophoretic NMR

Saheli Chakraborty, David M. Halat, Julia Im,
Darby T. Hickson, Jeffrey A. Reimer and Nitash P. Balsara*

21074

Polarization-insensitive electromagnetically induced
transparency and its sensing performance based
on spoof localized surface plasmons in vanadium
dioxide-based terahertz metasurfaces

Mingming Chen* and Xue-Xia Yang*

21082

A highly stable d-MnO2 cathode with superior
electrochemical performance for rechargeable
aqueous zinc ion batteries

Priya Yadav, Dimas Putro, Nisha Kumari, Jaekook Kim*
and Alok Kumar Rai*

This journal is the Owner Societies 2023 Phys. Chem. Chem. Phys., 2023, 25, 20765–20774 | 20773

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 0

9 
A

ug
us

t 2
02

3.
 D

ow
nl

oa
de

d 
on

 2
/1

9/
20

26
 1

:1
5:

40
 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/d3cp90167j


RESEARCH PAPERS

21089

Unveiling the double triplet nature of the 2Ag state
in conjugated stilbenoid compounds to achieve
efficient singlet fission

Letizia Mencaroni, Martina Alebardi, Fausto Elisei,
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