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Hydration of a Positron in Small Water Clusters Applications of the density functional method
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Enhancing electrocatalytic CO, reduction via
engineering substrate—cluster interaction

Qian Sun, Huiru Yang,* Chunmei Zhang* and Aijun Du

12100 | Phys. Chem. Chem. Phys., 2025, 27,12097-12110 This journal is © the Owner Societies 2025


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d5cp90113h

Open Access Article. Published on 11 June 2025. Downloaded on 7/30/2025 1:56:29 PM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

Rapid unimolecular reactions of acyl peroxy
radicals: extending the structure—activity
relationships

Lauri Franzon,* Anni Savolainen, Siddharth lyer,
Matti Rissanen and Theo Kurtén*

Rational design of electrochemical sensors based
on quinone derivatives adsorbed on graphene for
the detection of [CA(CN),4]>~

Golfer Muedas-Taipe,* Michael Badawi,
Angelica Maria Baena-Moncada and
Miguel Ponce-Vargas*

Preserving structural integrity: fold reproducibility
in computational design of proteins
non-homologous to wild-type sequences

Bondeepa Saikia and Anupaul Baruah*

Target
Proteins

Sequence /”  6FM8
Design
MAACELSRAK......

Sequence oo

Similarity P@@J

-
AlphaFold2 4
Prediction ‘j [/

%
G 0

i

|
\

2IGD

<A
e
8

¢
1HOE

™~

APGEWAPEKL......
8.10%

Hydrothermally synthesized 2H-WS, nanorods for
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Anisotropic ultrafast hot carrier dynamics of
two-dimensional SnS single crystals
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and quantum chemical study
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Excitations in lanthanide ions: a systematic
evaluation of two-component CAS-Cl and GW
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Interplay between intrinsic defects and
optoelectronic properties of semi-Heusler
gapped metals

Muhammad Rizwan Khan, Jin Yang, Jincheng Kong,*
Xiaoguang Li* and Zheng Wang*
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single-atom electrocatalysts for the oxygen
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Enhanced ultrafast cubic nonlinearity in the
carbazole—picric acid complex for potential
applications in photonic devices: Kerr
nonlinearity with two-photon absorption
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Probing ultrafast heat transfer mechanisms in
plasmonic gold nanostructures: FEM analysis of
core-shell configurations under femtosecond
laser irradiation

Joshua Fernandes and Myoung-Jin Kim*
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photophysical characteristics
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and infrared spectroscopic study
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Triplet excitation dynamics of photosynthetic
light-harvesting antennae: mechanistic insights into
the conjugation regulated carotenoid functionality
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isomerization quantum yields of a
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