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parameters

Golokesh Santra, Frank Neese* and
Dimitrios A. Pantazis*

23335

Effect of the degree of polymerization, crystallinity
and sulfonation on the thermal behaviour of PEEK:
a molecular dynamics-based study

Ashutosh Mittal and Avinash Parashar*

This journal is the Owner Societies 2024 Phys. Chem. Chem. Phys., 2024, 26, 22815–22831 | 22827

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

1 
Se

pt
em

be
r 

20
24

. D
ow

nl
oa

de
d 

on
 7

/2
8/

20
25

 2
:1

8:
25

 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/d4cp90158d


RESEARCH PAPERS

23348

Self-diffusion is temperature independent on active
membranes

Saurav G. Varma, Argha Mitra and Sumantra Sarkar*

23363

Atmospheric oxidation pathways of CF3CH2CFCl2
(HCFC-234fb) with OH-radicals and Cl-atoms:
insights into the mechanism, thermodynamics,
and kinetics

Rabu Ranjan Changmai, Samsung Raja Daimari,
Anand Kumar Yadav and Manabendra Sarma*

23372

The impact of molecular configuration on
the bond breaking rates of hydrocarbons:
a computational study

Jiang Wang,* Zhiling Li and Wenli Zhang*

23386

An endogenous oxygen self-supplied nanoplatform
with GSH-depleted and NIR-II triggered electron–
hole separation for enhanced photocatalytic
anti-tumor therapy

Yao Huang, Hanlin Wei, Hui Feng, Fengyu Tian,*
Qi Zheng* and Zhiming Deng*

22828 | Phys. Chem. Chem. Phys., 2024, 26, 22815–22831 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

1 
Se

pt
em

be
r 

20
24

. D
ow

nl
oa

de
d 

on
 7

/2
8/

20
25

 2
:1

8:
25

 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/d4cp90158d


RESEARCH PAPERS

23393

Promising ferroelectric and piezoelectric response
of Cr-doped ZnO nanofiller-incorporated PVDF
flexible and laminated nanocomposite system

Tanmoy Chakraborty, Suman Saha, Dhananjoy Mondal,
Subhojit Dutta, Abhik Sinha Mahapatra, Kishan Gupta,
Partha Sona Maji, Sukhen Das and
Soumyaditya Sutradhar*

23411

An anti-corrosive cellulose nanocrystal/carbon
nanotube derived Zn anode interface for
dendrite-free aqueous Zn-ion batteries

Hai Wang,* Qin Zhao, Yue Wang, Junliang Lin,
Weimin Li, Shun Watanabe* and Xiaobo Wang*

23419

The electronic and magnetic properties modulated
by ferroelectric polarization switching in
two-dimensional VSeTe/Sc2CO2 van der Waals
heterostructures

Weiyang Yu,* Xiaoli Zhang, Yuling Zhang, Yali Wu, Rui Li
and Wei-Bing Zhang

23429

Strong anapole–plasmon coupling in
dielectric–metallic hybrid nanostructures

Jingyu Wang,* Suze Wu, Weimin Yang and Xiaojun Tian

This journal is the Owner Societies 2024 Phys. Chem. Chem. Phys., 2024, 26, 22815–22831 | 22829

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

1 
Se

pt
em

be
r 

20
24

. D
ow

nl
oa

de
d 

on
 7

/2
8/

20
25

 2
:1

8:
25

 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/d4cp90158d


RESEARCH PAPERS

23438

Thermally tunable anti-ambipolar heterojunction
devices

Shengyao Chen, Jiyou Jin, Wenxiang Wang, Shu Wang,
Xiaoshan Du, Feng Wang, Lijun Ma, Junqi Wang,
Cong Wang,* Xinzheng Zhang* and Qian Liu*

23447

Density-based quantification of steric effects:
validation by Taft steric parameters from
acid-catalyzed hydrolysis of esters

Jingwen Zhang, Xin He, Bin Wang, Chunying Rong,*
Dongbo Zhao* and Shubin Liu*

23457

Carbon–sulfur bond elongation as the promoting
reaction coordinate in the efficient sub-nanosecond
intersystem crossing in thianaphthene derivatives

Cameron Griffith, Erqian Mao, Sean J. Hoehn,
Sarah E. Krul and Carlos E. Crespo-Hernández*

23468

Hg–Hg bonding and its influence on the stability
of (HgS)n clusters

Thankan Jayasekharan

22830 | Phys. Chem. Chem. Phys., 2024, 26, 22815–22831 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

1 
Se

pt
em

be
r 

20
24

. D
ow

nl
oa

de
d 

on
 7

/2
8/

20
25

 2
:1

8:
25

 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/d4cp90158d


RESEARCH PAPERS

23487

An organic cathode for low-temperature
processed, flexible ternary organic solar
cells with high-performance

Xia Liu, Lei Wang, Xi Liu, Shuangcui Li, Zhihai Liu* and
Ping Chen*

23495

Machine-learning to predict anharmonic
frequencies: a study of models and transferability

Jamoliddin Khanifaev, Tim Schrader and Eva Perlt*

CORRECTIONS

23503

Correction: Visualizing and characterizing excited states from time-dependent density functional theory

John M. Herbert

23505

Correction: Polymer mechanochemistry: from single molecule to bulk material

Qifeng Mu* and Jian Hu*

This journal is the Owner Societies 2024 Phys. Chem. Chem. Phys., 2024, 26, 22815–22831 | 22831

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

1 
Se

pt
em

be
r 

20
24

. D
ow

nl
oa

de
d 

on
 7

/2
8/

20
25

 2
:1

8:
25

 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/d4cp90158d



