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First-principles study of magnetic properties and
electronic structure of 3d transition-metal
atom-adsorbed SnSSe monolayers
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Nanostructure and thermal characteristics of
silica/human serum albumin systems based on
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Biaxial compressive strain enhances calcium binding
and mobility on two-dimensional Sc,C: a density
functional theory investigation
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Modelling structure and ionic diffusion in a class
of ionic liquid crystal-based solid electrolytes
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cobalt—oxo complexes: a quantum chemical
modeling approach
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TiB4 and SrBg monolayers: high capacity and zero
strain-like anode materials for Li/Na/K/Ca ion
batteries
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Boron-doped graphene topological defects:
unveiling high sensitivity to NO molecule for gas
sensing applications
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Deciphering the photophysical properties of
naphthalimide derivatives using ultrafast
spectroscopy

Wei Zhang, Yalei Ma, Hongwei Song, Rong Miao,*
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Lifetimes and decay mechanisms of isotopically
substituted ozone above the dissociation threshold:
matching quantum and classical dynamics
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Superalkali-alkaline earthide ion pairs of °*
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Mg and Ca) possessing large NLO responses and
excellent electronic stabilities and alkalide
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Optimizing skyrmionium movement and stability via
stray magnetic fields in trilayer nanowire constructs
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PES and transport properties of the He- - -HBr
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dynamics simulations
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Ultrafast electron dynamics in excited states of
conjugated thiophene—fluorene organic polymer
(pF8T2) thin films
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Insight into melting point differences of
dinitroimidazoles and dinitropyrazoles from the
perspective of intermolecular interactions
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Yi Wang*
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Subphthalocyanine-flipper dyads for selective
membrane staining

José Garcia-Calvo,* Xiao-Xiao Chen, Naomi Sakai,
Stefan Matile and Tomas Torres*

Correction: Optical bands of dodecanuclear compounds H4PVMo0,,0,40-yH,O with Keggin structure.

Semiclassical vibronic model

S. Klokishner,* J. Melsheimer, F. C. Jentoft and R. Schlégl

3698 | Phys. Chem. Chem. Phys., 2024, 26, 3671-3698

This journal is © the Owner Societies 2024


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4cp90024c



