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Enhanced configurational sampling methods reveal
the importance of molecular stiffness for clustering
of oxygenated organic molecules
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Comparison of thermal conductivity modulation by
uniaxial and biaxial strain in monolayer MoSe;: a
first-principles calculation
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First-principles investigation of the terahertz
absorption spectrum and thermodynamic
properties of methane hydrate

Yuchao Li, Chenglong Wang, Xiang Hou, Fangze Deng,
Zhihua Han, Yansheng Shao, Keke Cheng, Ke Ma,
Yumeng Ma, Huifang Ma,* Huiyun Zhang and

Yuping Zhang*

Chemical-physical properties
Double-Rydberg anion Closed-shell cation

'

Superalkali

Tunable reducibility of alkaline earth metal clusters
for carbon dioxide and nitrogen molecule
activation: a QM-QSPR study

Natalia Wiszowska, Natalia Rogoza and Celina Sikorska*

22870 | Phys. Chem. Chem. Phys., 2025, 27, 22855-22870

A combined density functional and coupled-cluster
theory study on correlation-bound anions of
perfluorinated compounds

Charlotte Titeca,* Garrette Pauley Paran, Frank De Proft
and Thomas-Christian Jagau

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/d5cp90201k



