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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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Revisiting the bonding evolution theory: a fresh
perspective on the ammonia pyramidal inversion
and bond dissociations in ethane and borazane
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nanoparticles studied by X-ray absorption
spectroscopy and density functional theory
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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
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A tunable infrared emitter based on phase-changing
material GST for visible-infrared compatible
camouflage with thermal management
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Spectroscopic characterization, molecular docking
and machine learning studies of sulphur containing
hydrazide derivatives
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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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Efficiency enhancement mechanism of piezoelectric
effect in long wavelength InGaN-based LED

Li Liu, Qingqing Feng, Yu Zhang, Xiaolu Zhu, Lanli Chen*
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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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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
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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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Full theoretical protocol for the design of metal-
free organic electron donor—spacer—acceptor
systems
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