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Baigeng Wang and Wei Ren*

This journal is the Owner Societies 2024 Phys. Chem. Chem. Phys., 2024, 26, 21309–21324 | 21315

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

4 
A

ug
us

t 2
02

4.
 D

ow
nl

oa
de

d 
on

 1
/1

3/
20

26
 4

:3
9:

18
 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/d4cp90144d


RESEARCH PAPERS

21538

From ‘halogen’ to ‘tetrel’ bonds: matrix isolation IR
spectroscopic and quantum mechanical studies of
the effect of central atom substitution in donor
tetrahalogens on binary complex formation with
formic acid

Indrani Bhattacharya and Pujarini Banerjee*

21548

Growth mechanism of aromatic prebiotic
molecules: insights from different processes of
ion–molecule reactions in benzonitrile–ammonia
and benzonitrile–methylamine clusters

Xutao Chen, Yujian Li, Min Xie* and Yongjun Hu*

21558

Exploring flat-band properties in two-dimensional
M3QX7 compounds
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21316 | Phys. Chem. Chem. Phys., 2024, 26, 21309–21324 This journal is the Owner Societies 2024

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

4 
A

ug
us

t 2
02

4.
 D

ow
nl

oa
de

d 
on

 1
/1

3/
20

26
 4

:3
9:

18
 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/d4cp90144d


RESEARCH PAPERS

21575

Benchmarking DFT-based excited-state methods for
intermolecular charge-transfer excitations

Nicola Bogo* and Christopher J. Stein

21589

Hydrogen-atom-assisted processes on
thioacetamide in para-H2 matrix – formation
of thiol tautomers
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