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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,
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multireference calculations and comparison with
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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 Pt 5d-states & * Pt mapping
3‘ b%b 0%9

g. u"q,b ‘gb%g ‘5:'“9: :&;:;"

L @ %% GSugo

c Y ) )

2 solid solution
§ Au 5d-states e

3 *"%* &%&

§ o‘%ﬁ s%gs

Magnetic field improves ozone production in an
atmospheric pressure surface dielectric barrier
discharge: understanding the physico-chemical
mechanism behind low energy consumption

Xiong-Feng Zhou, Ming-Hao Yang, Hong-Fu Xiang,
Wen-Qiang Geng and Kun Liu*

S &® e
nergy conservation ‘
consumption reduction 3
. Enhance 108%

Discharge == &2

sm—

b
N6,

A larger basis set describes atomization energy
core—valence correction better than a higher-order
coupled-cluster method

Aleksandr A. Chamkin* and Elena S. Chamkina

The medicine for
core-valence correction

€CsD(T) cespt
ccspT(Q)
TZ/Q2
ccsp(T) \
Tz/Qz

Tz/Qz

Interface design of the thermoelectric transport
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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

Dale T. Duncan, Samantha L. Piper, Maria Forsyth,
Douglas R. MacFarlane and Mega Kar*

2 3 4 5 6 7
E /V vs. Na*/Na

Characteristic nuclear spin-induced optical rotation
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Unusual similarity of DNA solvation dynamics in
high-salinity crowding with divalent cations of
varying concentrations
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Ndege Simisi Clovis, Pramod Kumar and Sobhan Sen*
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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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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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Full theoretical protocol for the design of metal-
free organic electron donor—spacer—acceptor
systems
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