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Raghunathan Ramakrishnan*
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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,
Andreas Hansen, Adelia J. A. Aquino, Miklos Kertesz and
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Revisiting the bonding evolution theory: a fresh
perspective on the ammonia pyramidal inversion
and bond dissociations in ethane and borazane

Leandro Ayarde-Henriquez,* Cristian Guerra,*
Mario Duque-Norefia and Eduardo Chamorro*
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using hydrophobic superalkali cations with tunable
electron transition type
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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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Wataru Ono, Shinya Tamura, Kazuki Umeda,
Tsubasa Iwamatsu, Nobuo Uehara and Takehisa Konishi*
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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

Jetmir Haxhija, Felix Guischard and Thorsten Koslowski*

-TS / keal mol™!

1 2 3 4 5 6 7 8 9 10

Molecular-scale insights into confined clindamycin
in nanoscale pores of mesoporous silica

Xiaojun Wu,* Haizhang Mu and Bihong Li

[T

10, .
" .\W\l)\( W
nol Awn 0,

uOMNE "~
"
NS
(]

Clindamycin

Adding 11,0

PP - ™
= e} ——da2mm
—

£ ——

tips) tips)

MSD, (nw)

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,
Sergei S. Arzumanov, Daniil I. Kolokolov* and
Alexander G. Stepanov*
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DFT analysis of nitrogen isotopic reduction partition
function ratios in proton exchange equilibria of
glutamic acid species in water and its application to
the estimation of nitrogen isotope fractionation

Takao Oi, Satoshi Yanase and Masaaki Musashi*

An ultra-broadband solar absorber based on a-GST/
Fe metamaterials from visible light to mid-infrared

Yizhao Pan, Yuchang Li, Fang Chen,* Shubo Cheng,
Wenxing Yang, Boyun Wang, Zao Yi and Duanzheng Yao
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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*
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Spectroscopic characterization, molecular docking
and machine learning studies of sulphur containing
hydrazide derivatives

Soni Shukla, Poonam Rawat, Pulkit Sharma, Prince
Trivedi, Faraz Ghous and Abha Bishnoi*
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In-depth magnetometry and EPR analysis of the
spin structure of human-liver ferritin: from DC
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Fluoroborate ionic liquids as sodium battery
electrolytes
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Douglas R. MacFarlane and Mega Kar*
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Characteristic nuclear spin-induced optical rotation
in oxygen-containing organic molecules
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Unusual similarity of DNA solvation dynamics in
high-salinity crowding with divalent cations of
varying concentrations

Deepika Sardana,* Parvez Alam, Kavita Yadav,
Ndege Simisi Clovis, Pramod Kumar and Sobhan Sen*
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The impact of the chalcogen-substitution element
and initial spectroscopic state on excited-state
relaxation pathways in nucleobase photosensitizers:
a combination of static and dynamic studies
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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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Directionality and additivity effects of molecular
acidity and aromaticity for substituted benzoic
acids under external electric fields
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Tunable particle-agglomeration and magnetic
coupling in bi-magnetic nanocomposites
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The theoretical design of manganese catalysts with
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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

Amilcar Duque-Prata, Carlos Serpa and
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with grain boundary segregation during the
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Achieving narrowband emissions with tunable
colors for multiple resonance-thermally activated
delayed fluorescence materials: effect of
boron/nitrogen number and position
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Correction: Tuning the optical properties of the metal—organic framework UiO-66 via ligand

functionalization
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