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Hardness and electronic properties of Si—C—N
structures

Shuai Chen, Xiaogang Guo, Hefei Li, Pan Ying,
Rongxin Sun, Mengdong Ma, Yingju Wu, Lingjuan Hao,
Dongli Yu, Julong He,* Yufei Gao* and Yongjun Tian
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Polyradical character assessment using
multireference calculations and comparison with
density-functional derived fractional occupation
number weighted density analysis

Reed Nieman, Jhonatas R. Carvalho, Bhumika Jayee,
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Revisiting the bonding evolution theory: a fresh
perspective on the ammonia pyramidal inversion
and bond dissociations in ethane and borazane
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Mario Duque-Norefia and Eduardo Chamorro*
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using hydrophobic superalkali cations with tunable
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of Au and Pt in solid-solution-type Au—Pt alloy
nanoparticles studied by X-ray absorption
spectroscopy and density functional theory
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Tsubasa Iwamatsu, Nobuo Uehara and Takehisa Konishi*
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Interface design of the thermoelectric transport
properties of phosphorene—tetrathiafulvalene
nanoscale devices

Yifeng Qiu and Bei Zhang*
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A trick of the tail: computing the entropic
contribution to the energetics of quinone-protein
unbindung
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Mobility and separation of linear and branched Cs
alkanes in UiO-66 (Zr) probed by ?H NMR and MD
simulations

Alexander E. Khudozhitkov, Mikhail S. Plekhanov,
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A tunable infrared emitter based on phase-changing
material GST for visible-infrared compatible
camouflage with thermal management

Qianlong Kang, Kai Guo* and Zhongyi Guo*

This journal is © the Owner Societies 2023


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d3cp90211k

Open Access Article. Published on 18 October 2023. Downloaded on 5/1/2026 12:16:07 AM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

Spectroscopic characterization, molecular docking
and machine learning studies of sulphur containing
hydrazide derivatives
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Fluoroborate ionic liquids as sodium battery
electrolytes
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Unusual similarity of DNA solvation dynamics in
high-salinity crowding with divalent cations of
varying concentrations
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and initial spectroscopic state on excited-state
relaxation pathways in nucleobase photosensitizers:
a combination of static and dynamic studies

Min Xie, Shuang-xiao Ren, Die Hu, Ji-meng Zhong,
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Efficiency enhancement mechanism of piezoelectric
effect in long wavelength InGaN-based LED
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Complex role of chemical nature and tacticity in
the adsorption free energy of carboxylic acid
polymers at the oil—water interface: molecular
dynamics simulations

Raviteja Kurapati and Upendra Natarajan*
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Tunable particle-agglomeration and magnetic
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The theoretical design of manganese catalysts with
a Si—N-Si—C-Si—C six-membered ring core-based
bowl-shaped quadridentate ligand for the
hydrogenation of C—=0/C=N bonds

Yunfan Yue, Tian Ma, Hexiang Qi, Yaqi Zhao, Xiaofan Shi,
Yanhui Tang, Min Pu and Ming Lei*
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Solid state *H, Li, and **C NMR studies on new
ionic plastic crystals of crown ether—Li-TFSA
complexes
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First-principles study on small polaron and Li
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Full theoretical protocol for the design of metal-
free organic electron donor—spacer—acceptor
systems
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