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24288

Computational study on the mechanism for
the synthesis of active pharmaceutical ingredients
nitrofurantoin and dantrolene in both solution
and mechanochemical conditions

Dayana M. Galeas, Iogann Tolbatov, Evelina Colacino
and Feliu Maseras*

This journal is the Owner Societies 2024 Phys. Chem. Chem. Phys., 2024, 26, 24195–24208 | 24197

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 2

5 
Se

pt
em

be
r 

20
24

. D
ow

nl
oa

de
d 

on
 1

/2
2/

20
25

 8
:3

3:
26

 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/d4cp90166e


RESEARCH PAPERS

24294

The strongest dative bond in main-group
compounds. Theoretical study of OAeF�

(Ae = Be–Ba)

Lei Qin, Ruiqin Liu, Filip Sagan, Zhaoyin Zhang, Lili Zhao,*
Mariusz Mitoraj* and Gernot Frenking*

24314

Stability of n-alkanes and n-perfluoroalkanes
against horizontal displacement on a graphite
surface

Yoshihiro Kikkawa* and Seiji Tsuzuki*

24322

Temperature-dependent dielectric relaxations
and transport properties of Sm3+ & La3+ doped
Bi-oxide nanoparticles

Yasir Abbas, Haris Farooq Kiani, M. Kamran and
M. Anis-ur-Rehman

24335

Study of the solvent-dependent crystal shape
of theophylline using constant chemical potential
molecular dynamics simulations

Neha and Tarak Karmakar*

24198 | Phys. Chem. Chem. Phys., 2024, 26, 24195–24208 This journal is the Owner Societies 2024

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 2

5 
Se

pt
em

be
r 

20
24

. D
ow

nl
oa

de
d 

on
 1

/2
2/

20
25

 8
:3

3:
26

 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/d4cp90166e


RESEARCH PAPERS

24342

Impact of vacancy defects on the thermal
conductivity of BaAgBi: a comprehensive study
using molecular dynamics simulations with neural
network potentials

Yunzhen Du, Yuan Yao, Kunling Peng, Jizheng Duan,
Changwei Hao, Yuan Tian, Wenshan Duan, Lei Yang,
Ping Lin* and Sheng Zhang*

24352

Understanding the role of carboxylic acid
surfactants in the growth inhibition effect during
area-selective atomic layer deposition: the case of
ZnO growth on Cu and Cu2O
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24607

Photoelectron spectra of functionalized
adamantanes

Parker Crandall, Simone Stahl, Andrea Merli,
Marko Förstel and Otto Dopfer*

24624

Can the Kohn–Sham gap be larger than
the fundamental gap?

Kossi Kety* and Daniel Joubert

This journal is the Owner Societies 2024 Phys. Chem. Chem. Phys., 2024, 26, 24195–24208 | 24205

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 2

5 
Se

pt
em

be
r 

20
24

. D
ow

nl
oa

de
d 

on
 1

/2
2/

20
25

 8
:3

3:
26

 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/d4cp90166e


RESEARCH PAPERS

24631

Why alloying with noble metals does not decrease
the oxidation of platinum: a DFT-based ab initio
thermo-dynamics study

Alexander Kafka and Franziska Hess*

24649

Resistance switching of graphene by
gate-controlled polarization reorientation of
polyvinylidene fluoride in a field effect transistor

Jinhee Lee, Nodo Lee, Yves Lansac and Yun Hee Jang*

24656

Photoelectron spectrum and breakdown diagram
of ethanolamine: conformers, excited states, and
thermochemistry

S. Kechoindi, S. Ben Yaghlane, M. Mogren Al Mogren,
A. Bodi* and M. Hochlaf*

24667

Strain evolution from the ferroelectric to the
relaxor state in (0.67 � x)BiFeO3–0.33BaTiO3–
xBi(Mg0.5Zr0.5)O3 lead-free ceramics

Jiaqing Feng, Yiting Zhang, Xilong Song, Zixin Liu,
Chen Liao, Lin Zhao, Bo Wu,* Hong Tao and Jian Ma

24206 | Phys. Chem. Chem. Phys., 2024, 26, 24195–24208 This journal is the Owner Societies 2024

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 2

5 
Se

pt
em

be
r 

20
24

. D
ow

nl
oa

de
d 

on
 1

/2
2/

20
25

 8
:3

3:
26

 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/d4cp90166e


RESEARCH PAPERS

24676

Theoretical kinetic studies on intramolecular
H-migration reactions of peroxy radicals of
diethoxymethane

Siyu Chen, Juanqin Li, Quan Zhu* and Zerong Li

24689

Space charge effects in mixed ionic–electronic
conducting electrodes for solid-state batteries

Shu-Han Chen and Chia-Chin Chen*

24699

Deformation-induced phase separation of active
vesicles

Yi-yang Jin, Yan Jin, Zi-xuan Shi, Wen-de Tian,*
Tian-hui Zhang* and Kang Chen*

24709

Fourier-transform microwave spectroscopy of the
ClSS radical

Ching-Hua Chang, Chen-Han Tsai and Yasuki Endo*

This journal is the Owner Societies 2024 Phys. Chem. Chem. Phys., 2024, 26, 24195–24208 | 24207

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 2

5 
Se

pt
em

be
r 

20
24

. D
ow

nl
oa

de
d 

on
 1

/2
2/

20
25

 8
:3

3:
26

 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/d4cp90166e


CORRECTIONS

24714

Correction: The Lennard-Jones potential: when (not) to use it

Xipeng Wang, Simón Ramı́rez-Hinestrosa, Jure Dobnikar and Daan Frenkel*

24716

Correction: Water adsorption lifts the (2 � 1) reconstruction of calcite(104)

Jonas Heggemann, Simon Aeschlimann, Tobias Dickbreder, Yashasvi S. Ranawat, Ralf Bechstein,
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