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Alvaro Muñoz-Castro*

This journal is the Owner Societies 2023 Phys. Chem. Chem. Phys., 2023, 25, 13797–13818 | 13809

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
 2

/2
1/

20
25

 1
:0

2:
40

 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

14294

Room-temperature half-metals induced via
chemical surface modification: 2D Mn2Se2

monolayer

Zhe Wang, Yanqiu Zheng, Ji Chen, Yun Wang, Yu Liang,
Xiang Li and Fang Wu*

14303

The global minimum of Ag30: a prolate spheroidal
structure predicted using a genetic algorithm
with incomplete local optimizations at the DFT level

Wen Liu, Lulu Huang, Lei Meng, Jin Hu and
Xiaopeng Xing*

14311

Functional insight into Cordyceps militaris
sugar transporters by structure modeling,
network analysis and allosteric regulation

Xin Liu, Hanyang Zhang, Ziyun Zhou,
Pranesha Prabhakaran, Wanwipa Vongsangnak,*
Guang Hu* and Fei Xiao*

14324

Interaction between carbon dots from folic
acid and their cellular receptor: a qualitative
physicochemical approach

Erika Adhel, Nguyêt-Thanh Ha Duong, Thi Huyen Vu,
Dario Taverna, Souad Ammar and Nawal Serradji*

13810 | 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
 2

/2
1/

20
25

 1
:0

2:
40

 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

14334

Relating band edge DOS occupancy statistics
associated excited state electron entropy
generation to free energy loss and intrinsic
Voc deficit of solar cells

Like Huang

14348

Frictional properties of MoS2 on a multi-level
rough wall under starved lubrication

Changli Yi, Chengzhi Hu,* Lin Shi, Minli Bai,
Yubai Li and Dawei Tang

14359

Pressure-dependent structure and electronic
properties of energetic NTO crystals dominated
by hydrogen-bonding interactions

Junyu Fan, Pengju Wang and Nan Gao*

14368

Optimum substrate stiffness in
coalescence-induced droplet jumping

Lianfu Qiu, Sheng Qian, Yifeng Ni and Qi Tong*

This journal is the Owner Societies 2023 Phys. Chem. Chem. Phys., 2023, 25, 13797–13818 | 13811

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
 2

/2
1/

20
25

 1
:0

2:
40

 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

14374

DFT stimulation and experimental insights of
chiral Cu(II)–salen scaffold within the pocket of
MWW-zeolite and its catalytic study

Pratikkumar Lakhani, Darshil Chodvadiya,
Prafulla K. Jha, Vivek Kumar Gupta, Damian Trzybiński,
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