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Pentagonal Janus SiXY monolayers: a new frontier
for 2D photocatalysis with high solar-to-hydrogen
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Monoterpene flash pyrolysis reveals weakly coupled
mechanistic domains and fleeting biradical
intermediates
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Enhanced configurational sampling methods reveal
the importance of molecular stiffness for clustering
of oxygenated organic molecules

Jaakko Kahara, Lauri Franzon, Stephen Ingram,
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Surface diffusion of phosphorus on Si(100) after
PBrz adsorption
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Strong-field induced ionization and dissociation of
cis- and trans-1,2-dichloroethylene: Cl* and HCl*
fragments
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lon transport and structural properties of highly
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Comparison of thermal conductivity modulation by
uniaxial and biaxial strain in monolayer MoSe;: a
first-principles calculation

Chunwei Zhang,* YinLi Sun, Chi Xu, Haixiang Huan,
Qian Lu, Liang Li, Linzhen Zhou and Ning Xu*
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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,
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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
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theory study on correlation-bound anions of
perfluorinated compounds
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