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Systematic growth of non-epitaxial ZnO shell over
Ln**—Li* co-doped Y,O3z phosphor core

Shefali Jayswal* and Rakesh S. Moirangthem
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Photocatalytic CO, reduction reaction on
[TM(tpy)(ppy)I1° (TM = Re and Rh) species with a
square pyramidal nitrogen-coordinated structure:
a computational study

Chengxu Hu,* Donghua Zhang, Yunjie Chu, Xinyu Zuo
and Min Zhang*
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Ideal strength and emergent superconductivity
in a three-dimensional sp?-carbon network cT16

Hao Chen, Shan Jiang, Jing Wang, Ying Xu and
Dan Zhou*
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Boosted photocatalytic water splitting over a direct
Z-scheme CdTe/C;,N van der Waals heterojunction:
a first-principles insight into photocatalytic activity

Yi Li, Cheng Gong,* Tong Chen, Dong-Lan Zhang,
Ling-Ling Wang, Kejun Dong and Liang Xu*
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Toward a bottom-up understanding of the impact
of high-entropy electrolyte components on the
charge storage performance of lithium ion batteries

Zihao Zeng, Tengxiang Qi, Bing-Ang Mei,*
Zhengxing Zuo, Huihua Feng and Rui Xiong
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Absorption properties of boron nitride quantum
dots: effects of solvents

E. A. Sidorov, |. O. Simonenko, N. M. Chtchelkatcheyv,
E. D. Gribova, I. N. Fadeykina, P. P. Gladyshev and
R. G. Nazmitdinov*
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Mechanistic insights into neosilyllithium-catalyzed
hydroboration of nitriles, aldehydes, and esters: a
DLPNO-CCSD(T) study

Mridula Choudhary, Tarun K. Panda* and
Saurabh Kumar Singh*

Formation of an active form of catalyst
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« Formation of an active form of catalyst * Mechanistic insights through DFT
* Nitrile - imine > amine pathway * Reactivity of aldehyde vs ester

Identification of temperature-insensitive residues in
regulating SARS-CoV-2 variants-human ACE2
interaction—a study of molecular dynamics
simulation

Chuanbo Wang, Zijian Liu, Jinfei Mei, Mengke Jia,
Sajjad Ahmad and Honggi Ai*
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Unveiling additive effects on molecular packing and
charge transfer in organic solar cells: an AIMD and
DFT study

Xiang Li, Qingxing Wu, Qiuhua Liu,* Zaichun Zhou,*
Guangjun Zhang* and Wangiang Liu*
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Detection of a hybrid PrPfr state in the dark
reversion of a bathy phytochrome indicates
inter-dimer allostery

Sayan Prodhan, Petra Mészaros, Szabolcs Bodizs,
Yalin Zhou, Michat Maj and Sebastian Westenhoff*
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Integrating intrinsic lightweight, superhard, and
magnetic properties in 3D covalent fullerene
C,4 networks: a first-principles study

Haoyu Liu, Adili Kuerban, Saierjiang Bieerdemulati,
Haiping Wu,* Erjun Kan and Yan Qian*
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Synthesis and performance study of
potassium-based flame-retardant groups
grafted onto nitrocellulose

Changle Qu, Shiying Li,* Chenzhao Gao,
Zhongliang Xiao and Qingbo Ma
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Vibrational signature of 1'B}, and hot 2'A; excited
states of carotenoids revisited by femtosecond
stimulated Raman spectroscopy

Petra Chrupkova, Andrej Hovan, Michal Koblizek,
Alastair T. Gardiner, Tomas Polivka and Miroslav Kloz*
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Photochemistry of 2-aminooxazole: a matrix-
isolation and computational study of a putative
key prebiotic molecule

Claudio M. Nunes,* Luis P. Viegas,* Anuj Tripathi,
Sofia Braz and Rui Fausto
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Thermal conductivity of selenium crystals

based on machine learning potentials ,/;,5{ ’0
Xiao Tang, Liangcai Wu,* Ziang Xu, Lei Liu, Zhitang Song > Ean 2 2
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NO, reduction to HONO by small
a-hydroxycarbonyls: a laboratory investigation ’ o o 5§
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Subhasis Mandal, Rinjini Saha and Tapas Chakraborty*
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Acoustic shock wave-induced phase transition
from an R3c-distorted rhombohedral to an
R3m-rhombohedral perovskite structure: bandgap
tunability and morphological evolution of porous
BiFeOz microparticles

F. Irine Maria Bincy, S. Oviya, D. Rajkumar* and
S. A. Martin Britto Dhas*
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Adsorption modes of cysteine on gold: from neutral
molecules to unconventional zwitterions

Clayton B. Smith, Aishat Idris, Elvis C. M. Ting and
Irina Paci*
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Correction: Harnessing the polymer-particle duality of ultra-soft nanogels to stabilise smart emulsions

Alexander V. Petrunin, Steffen Bochenek, Walter Richtering and Andrea Scotti*
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