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Pamela Camilos,* Céline Varvenne and Christine Mottet

15052 | Phys. Chem. Chem. Phys., 2024, 26, 15049–15067 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

9 
M

ay
 2

02
4.

 D
ow

nl
oa

de
d 

on
 3

/5
/2

02
6 

7:
19

:2
4 

PM
. 

 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/d4cp90095b


RESEARCH PAPERS

15205

Code generation in ORCA: progress, efficiency and
tight integration

Marvin H. Lechner,* Anastasios Papadopoulos,*
Kantharuban Sivalingam, Alexander A. Auer,
Axel Koslowski, Ute Becker, Frank Wennmohs and
Frank Neese*

15221

Achieving high-capacity aqueous supercapacitors
via anion-doped construction of dual redox
centers in NixCo1�xSeO3

Tao Li, Jinyue Song, Hongguang Fan, Yanpeng Wang,
Yusheng Luo, Chenchen Shao, Qingping Li and Wei Liu*

15232

Atomic force microscopy observation of surface
morphologies and measurements of local contact
potential differences of amorphous solid water
samples deposited at 15 and 100 K

Takuto Tomaru, Hiroshi Hidaka,* Akira Kouchi and
Naoki Watanabe

15240

Exploring tunneling ESEEM beyond methyl
groups in nitroxides at low temperatures

Andrea Eggeling, Thacien Ngendahimana,
Gunnar Jeschke,* Gareth R. Eaton and Sandra S. Eaton*

This journal is the Owner Societies 2024 Phys. Chem. Chem. Phys., 2024, 26, 15049–15067 | 15053

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 2

9 
M

ay
 2

02
4.

 D
ow

nl
oa

de
d 

on
 3

/5
/2

02
6 

7:
19

:2
4 

PM
. 

 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/d4cp90095b


RESEARCH PAPERS

15255

Local force constants and charges of the nitrosyl
ligand in photoinduced NO linkage isomers in a
prototypical ruthenium nitrosyl complex

Artem A. Mikhailov,* Axel Gansmüller,
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Dariusz W. Szczepanik and Miquel Solá*
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