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Lukáš Fusek, Pankaj Kumar Samal, Jiřı́ Keresteš,
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Theoretical investigations into the bonding and
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and rigid ligands derived from Et-Tol-PTA with
trivalent lanthanides and actinides

Shouqiang Wu and An Yong Li*
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José G. Hernández, Karen J. Ardila-Fierro,
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First-principles study of the discharge
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Cheng-Dong Wei, Hong-Tao Xue, Yu-Xia Hu,
Qing-Shan Zhao and Fu-Ling Tang*
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2269

First principles simulations of MgO(100) surface
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Michel Sassi* and Kevin M. Rosso
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microresonators and its dependence on the
amplified spontaneous emission threshold
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Mechanistic study of Eu single atoms occupying
four vacancy centers as potential electrocatalysts
for the oxygen reduction reaction

Qiming Fu, Daomiao Wang* and Chao Liu*
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2324

Theoretical prediction of two-dimensional
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Ruishan Tan, Tao Jing and Qilong Sun*
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films through surface segregation of carbon

Ayesha Kousar, Ulviyya Quliyeva, Ishan Pande,
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2363

High-throughput virtual screening of organic
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Chunyun Tu,* Weijiang Huang, Sheng Liang, Kui Wang,
Qin Tian and Wei Yan*
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Xiaodong Zhang, Wenxuan Wang and Zhiyong Zhang

2387

Element screening of metal sites in Fe-based
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ion battery applications: a first-principles study
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Aihua Yuan

2402
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Jianren Fan

1490 | Phys. Chem. Chem. Phys., 2024, 26, 1469–1498 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

7 
Ja

nu
ar

y 
20

24
. D

ow
nl

oa
de

d 
on

 2
/1

8/
20

26
 1

2:
02

:5
1 

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/d4cp90012j


RESEARCH PAPERS

2414

Temperature driven transformations of glycine
molecules embedded in interstellar ice

Maysa Yusef-Buey, Tzonka Mineva, Dahbia Talbi and
Mathias Rapacioli*

2426

Boiling, critical, and freezing temperatures in light
of molecular descriptors: correlation and causation
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Lijing Su, Hengli Feng, Pengfei Sun, Yaxin Zhou, Xin Li,
Sihan Nie, Lingling Ran and Yang Gao*
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Morphologies and magnetic properties of a-Fe2O3

nanoparticles calcined at different temperatures
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Yi Zhang and Wei Zhong*
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Huanrong Fan, Jin Yan, Irfan Ahmed, Condon Lau* and
Yanpeng Zhang*
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Probing the conformational dynamics of an
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Francesco Porcelli, Anna Rita Casavola, Alessandro Grottesi,
Donatella Schiumarini and Lorenzo Avaldi
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The single metal atom (Ni, Pd, Pt) anchored on
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Naixia Lv, Hongshun Ran, Jinrui Zhang, Jie Yin,
Yuan Zhang, Hongping Li* and Linhua Zhu*
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Analysing the stability of He-filled hydrates: how
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Raquel Yanes-Rodrı́guez and Rita Prosmiti*
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Changhao Zhang, Yue Li, Jitao Lu,
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Ekaterina A. Konopkina,* Alexander V. Gopin,
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Cost-effective approach for atmospheric accretion
reactions: a case of peroxy radical addition to
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2580

Oxygen evolution reaction (OER) active sites in
BiVO4 studied using density functional theory and
XPS experiments

Qingyan Zhang, Guowei Liu and Taifeng Liu*
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light-induced triplet–triplet electron resonance
spectroscopy for a set of bis-porphyrin rulers
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ReaxFF molecular dynamics of graphene oxide/NaCl
aqueous solution interfaces
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using X-ray absorption and X-ray photoelectron
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