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Andreas Grüneis and Thomas-C. Jagau

17042

Photoelectron spectrum of the pyridyl radical

Emil Karaev, Marius Gerlach, Katharina Theil,
Gustavo A. Garcia, Christian Alcaraz,
Jean-Christophe Loison and Ingo Fischer*

17048

Evaluating the contributions to conductivity in
room temperature ionic liquids

Emily D. Simonis and G. J. Blanchard*

This journal is the Owner Societies 2024 Phys. Chem. Chem. Phys., 2024, 26, 16915–16928 | 16919

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

9 
Ju

ne
 2

02
4.

 D
ow

nl
oa

de
d 

on
 3

/1
5/

20
26

 6
:2

7:
24

 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/d4cp90109f


RESEARCH PAPERS

17057

Secondary nucleation in symmetric binary SALR
mixtures

Jiazheng Tan and Martin B. Sweatman*

17065

Effect of counterions on the structure and
dynamics of water near a negatively charged
surfactant: a theoretical vibrational sum frequency
generation study

Ravi Malik, Shinji Saito* and Amalendu Chandra*

17075

Topological phases, local magnetic moments,
and spin polarization triggered by C558-line defects
in armchair graphene nanoribbons

Ning-Jing Yang, Wen-Ti Guo, Hai Yang, Zhigao Huang
and Jian-Min Zhang*

17083

Ag/ZnO microcavities with high sensitivity and
self-cleaning properties for fast repetitive SERS
detection

Jiale Zheng, Dongliang Liu, Xilong Liu, Zekai Wang,
Junfeng Li, Xinxin Wang, Jun Wang, Qiang Fu,
Yanqiang Cao, Liyong Jiang and Yikai Chen*

16920 | Phys. Chem. Chem. Phys., 2024, 26, 16915–16928 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

9 
Ju

ne
 2

02
4.

 D
ow

nl
oa

de
d 

on
 3

/1
5/

20
26

 6
:2

7:
24

 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/d4cp90109f


RESEARCH PAPERS

17090

Theoretical study of the spin–orbit coupled
molecular states of the Mg–He dimer

K. Alioua

17102

A multi-dimensional photodetector based
on an a-MoO3 grating and graphene

Yating Wang, Mingjun Wang,* Haotuo Liu, Biyuan Wu,
Xinyue Wang and Xiaohu Wu*

17110

Exploring Si-centered phthalocyanine as a single
atom catalyst for N2O reduction: a DFT study

Adnan Ali Khan,* Sarah Abdullah Alsalhi* and
Ata Ur Rahman

17118

Adsorption and solar light activity of noble
metal adatoms (Au and Zn) on Fe(111) surface:
a first-principles study

Qaiser Rafiq, Muhammad Tahir Khan,*
Sardar Sikandar Hayat,* Sikander Azam,*
Amin Ur Rahman, Hosam O. Elansary and
Muhammad Shan

This journal is the Owner Societies 2024 Phys. Chem. Chem. Phys., 2024, 26, 16915–16928 | 16921

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

9 
Ju

ne
 2

02
4.

 D
ow

nl
oa

de
d 

on
 3

/1
5/

20
26

 6
:2

7:
24

 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/d4cp90109f


RESEARCH PAPERS

17132

Iodine capture of a two-dimensional layered
uranyl–organic framework: a combined DFT
and AIMD study

Mingyang Shi, Kunyang Cheng, Xiujuan Cheng,
Xuying Zhou, Gang Jiang and Jiguang Du*

17141

Morphology characterization of dendrites on
lithium metal electrodes by NMR spectroscopy

Santiago Agustı́n Maldonado-Ochoa,* Muriel Zampieri,
Manuel Otero and Fabián Vaca Chávez*
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