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Claire Tonnelé,* Mireille Blanchard-Desce,*
Eduard Matito* and Frédéric Castet*

13989

Identifying the protonation site and the scope of
non-proline cis-peptide bond conformations:
a first-principles study on protonated oligopeptides

Rui Xiong, Li Xu, Yong Tang, Mengge Cao and
Hongbao Li*

13999

The intermolecular polar bond interaction and
coupling induced spectral splitting phenomenon
for a binary mixture

Huigang Wang,* Zian Wang, Jiwen Jian, Caiying Jiang*
and Lanying Pan*

13802 | Phys. Chem. Chem. Phys., 2023, 25, 13797–13818 This journal is the Owner Societies 2023

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 2

4 
M

ay
 2

02
3.

 D
ow

nl
oa

de
d 

on
 1

0/
18

/2
02

5 
10

:0
2:

42
 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/d3cp90112b


RESEARCH PAPERS

14005

The entropic penalty for associative reactions
and their physical treatment during routine
computations

Jama Ariai* and Urs Gellrich*

14016

Dynamics study of the post-transition-state-
bifurcation process of the (HCOOH)H+ -
CO + H3O+/HCO+ + H2O dissociation:
application of machine-learning techniques

Tatsuhiro Murakami,* Shunichi Ibuki, Yu Hashimoto,
Yuya Kikuma and Toshiyuki Takayanagi

14028

Synthesis and highly efficient photocatalysis
applications of CdS QDs and Au NPs
Co-modified KTaO3 perovskite cubes

Niuniu Zhang, Xia Wu, Kangjia Lv, Yujie Chu,
Guan Wang* and Dongdi Zhang*

14038

Properties and composition of the spent
electrolyte for premium circulation mediated
by Al–air batteries

Hao Cheng, Zhifan Hua, Yuan Zhu, Tao Wang, Zheng Li,
Yao Lu, Zhongliang Tian* and Wenyi Lu*

This journal is the Owner Societies 2023 Phys. Chem. Chem. Phys., 2023, 25, 13797–13818 | 13803

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 2

4 
M

ay
 2

02
3.

 D
ow

nl
oa

de
d 

on
 1

0/
18

/2
02

5 
10

:0
2:

42
 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/d3cp90112b


RESEARCH PAPERS

14046

On the existence of CO3
2� microsolvated clusters:

a theoretical study

Pavel Rublev, Nikolay V. Tkachenko, Pavel A. Dub and
Alexander I. Boldyrev*

14056

Silicon/nickel oxide core/shell nanospheres
as a hole transport layer for high efficiency
and light-stable perovskite solar cells

Jifeng Zhai, Xin Yin, Jie Xiong,* Pingfan Du,
Wei-Hsiang Chen and Lixin Song*

14064

Interpreting inorganic compositional depth profiles
to understand the rate-limiting step in vapor phase
infiltration processes

Shuaib A. Balogun, Yi Ren, Ryan P. Lively and
Mark D. Losego*

14074

Dopant-induced electronic design of redox-active
elements in LiMn2O4 spinel structures

Jae Seung Seol, Seungho Yu and Ki Chul Kim*

13804 | Phys. Chem. Chem. Phys., 2023, 25, 13797–13818 This journal is the Owner Societies 2023

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 2

4 
M

ay
 2

02
3.

 D
ow

nl
oa

de
d 

on
 1

0/
18

/2
02

5 
10

:0
2:

42
 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/d3cp90112b


RESEARCH PAPERS

14084

The inert pair effect on heavy noble gases:
insights from radon tetroxide

Nuno A. G. Bandeira* and Joaquim Marçalo

14089

Locally spontaneous dynamic oxygen migration
on biphenylene: a DFT study

Boyi Situ, Zihan Yan, Rubin Huo, Kongbo Wang,
Liang Chen, Zhe Zhang, Liang Zhao* and Yusong Tu*

14096

A molecular dynamics study of phospholipid
membrane electroporation induced by
bipolar pulses with different intervals

Fei Guo,* Jiong Zhou, Ji Wang, Kun Qian and
Hongchun Qu

14104

The primary photolysis of aqueous carbonate
di-anions

Jan Thøgersen, Tobias Weidner and Frank Jensen*

This journal is the Owner Societies 2023 Phys. Chem. Chem. Phys., 2023, 25, 13797–13818 | 13805

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 2

4 
M

ay
 2

02
3.

 D
ow

nl
oa

de
d 

on
 1

0/
18

/2
02

5 
10

:0
2:

42
 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/d3cp90112b


RESEARCH PAPERS

14117

Evidence of vacancy ordered structures in
PuO2�x and AmO2�x from first-principles
calculations

P. S. Ghosh* and A. Arya

14126

Dye-induced photoluminescence quenching of
quantum dots: role of excited state lifetime and
confinement of charge carriers

Saleem Al-Maskari, Abey Issac,* Srinivasa Rao Varanasi,
Richard Hildner, R. G. Sumesh Sofin, A. Ramadan Ibrahim
and Osama K. Abou-Zied

14138

Spin-gapless van der Waals heterostructure for
spin gating through magnetic injection devices

Xiaolin Zhang, Pengwei Gong, Fangqi Liu and
Sicong Zhu*

14147

Probing the general base for DNA polymerization
in telomerase: a molecular dynamics investigation

Chandan Kumar Das, Abhinav Gupta and
Nisanth N. Nair*

13806 | Phys. Chem. Chem. Phys., 2023, 25, 13797–13818 This journal is the Owner Societies 2023

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 2

4 
M

ay
 2

02
3.

 D
ow

nl
oa

de
d 

on
 1

0/
18

/2
02

5 
10

:0
2:

42
 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/d3cp90112b


RESEARCH PAPERS

14158

Direct method to grasp molecular topology of
mesogens through 13C–1H dipolar couplings

M. Kesava Reddy, P. Jaya Shalini, Nitin P. Lobo, Arun Roy
and T. Narasimhaswamy*

14170

Revisiting magnetic exchange couplings in
heterodinuclear complexes through the
decomposition method in KS-DFT
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