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Single-photon ionization induced C-C or C-N
bond formation in pyrrole clusters

Chengcheng Wei, Xujian Chen, Yi Wang, Yujian Li,
Jiao Gao, Min Xie* and Yongjun Hu*
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surface plasmon polariton directional Janus
metastructures
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Temperature phase transitions in silver niobate and
lithium tantalate-modified silver niobate ceramics
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Significance of the surface silica/alumina ratio and
surface termination on the immersion freezing of
ZSM-5 zeolites
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The coupling of blue emitting carbon dots with
Eu*/Tb** co-doped luminescent glasses for
utilization in white light emitting diodes

Ulas Korkmaz, Beyza Ozlem, Erding Erol,
Melis Ozge Alas, Rukan Geng Alturk,
Miray Celikbilek Ersundu* and Ali Er¢in Ersundu*
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structures of acenaphthene: a starting point in
the search for the longest C—C bond
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Optoelectronic performance of perovskite Cs,KMlg
(M = Ga, In) based on high-throughput screening
and first-principles calculations

Fangfang Qi, Xin Lv, Jinhui Song, Xifeng Fu, Lingyi Meng*
and Can-Zhong Lu*
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Engineering supramolecular helical assemblies via
interplay between carbon(sp) tetrel and halogen
bonding interactions
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Immobilized triatomic CuB, clusters on 2D carbon
nitride: highly selective conversion of CO to
ethanol at low potentials
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and Hai-Shun Wu
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Solvent-controlled self-assembly of Fmoc protected
aliphatic amino acids
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Nitrogen-doped carbon decorated 3D NiCoSe,
micro-flowers as high-performance anode materials
for lithium-ion batteries

Jing Xu, Lingling Xie,* Yu Niu, Honghua Chen,
Yuhan Zhang, Yubin Jiang, Qing Han, Xuejing Qiu,
Yongxia Miao, Limin Zhu* and Xiaoyu Cao*
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Interfacial electronic properties between PtSe,
and 2D metal electrodes: a first-principles
simulation
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Manganese—cobalt oxide as an effective
bifunctional cathode for rechargeable Zn-air
batteries with a compact quad-cell battery design
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The influence of copper ions on the transport and
relaxation properties of hydrated eumelanin
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DFT characterization of a new possible
two-dimensional BN allotrope with a biphenylene
network structure

Yang Han,* Tingxiang Hu, Xiaochuang Liu, Shijie Jia,
Hangbing Liu, Junyu Hu, Guolei Zhang, Longbin Yang,
Guo Hong and Yi-Tung Chen

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/d3cp90096g

Open Access Article. Published on 26 April 2023. Downloaded on 1/21/2026 12:54:06 AM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

All-inorganic halide perovskite CsPbBrs;: a DFT study
of a self-powered formaldehyde sensor

Xiaodong Liu, Jian Qiu, Qing Huang, Xianping Chen,
Jiabing Yu* and Jiading Bao*
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nanoclusters: a comprehensive mechanistic
investigation
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A simulation study on the phase transition behavior
of solid nitrogen under extreme conditions

Han Qin, Sheng-Hai Zhu,* Zhen Jiao, Fu-Sheng Liu,
Zheng-Tang Liu and Qi-Jun Liu*
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A new computational tool for interpreting the
infrared spectra of molecular complexes

Alex Iglesias-Reguant, Heribert Reis, Miroslav Medved,
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Controlling strong-field fragments of HD* with a
synthesized two-color laser pulse

Hongbin Yao, Changhong Cao,* Zhaopeng Sun,
Wenliang Li, Yanhui Tao, Xiaohong Dong and
Tuerdi Wumaier

Correlation of the spin state and catalytic property
of M—N,4 single-atom catalysts in oxygen reduction
reactions

Wei Zhang, Jin-kong Pan, Yi-fan Yu, Xian-jie Zhang,
Jia-hao Wang, Wen-xian Chen and Gui-lin Zhuang*
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Imaging the photodissociation dynamics of
internally excited ethyl radicals from high
Rydberg states
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Transition from closed-
to open-shell
electronic states:
RAS-SF / RAS-srDFT
(FT-)DFT
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Electronic structure of rhombus-shaped
nanographenes: system size evolution
from closed- to open-shell ground states
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Marangoni- vs. buoyancy-driven flows: competition
for spatio-temporal oscillationsin A+ B — C
systems

Adam Bigaj,* Marcello A. Budroni,* Dario Martin Escala
and Laurence Rongy*

Influence of lattice water molecules on the
magnetization dynamics of binuclear dysprosium(in)
compounds: insights from magnetic and ab initio
calculations

Jiyuan Du, Shilong Wei, Zhijie Jiang, Hongshan Ke,
Lin Sun,* Yiquan Zhang* and Sanping Chen*
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Complex reaction kinetics of a Mannich reaction
in droplets under electrospray conditions

Martin Zuhlke,* Justin Koenig, Chris Prufert,

Stephan Sass, Toralf Beitz, Hans-Gerd Léhmannsrében,
Christian Thoben, Stefan Zimmermann,
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Theoretical insights into the defect performance of
the wide bandgap semiconductor BaS

Yu Chen, S. W. Fan* and G. Y. Gao

Probing multimodal light emission from Tb**/Yb**-
doped garnet nanophosphors for lighting
applications

Neeraj Kumar Mishra, Kumar Shwetabh,
Uttam K. Gautam and Kaushal Kumar*
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Pattern formation and collective effects during the
process of the motion of magnetic nanomotors in
narrow channels

Boris Kichatov,* Alexey Korshunov, Vladimir Sudakov,
Vladimir Gubernov, Alexandr Golubkov, Alexey Kiverin,
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Promising anode materials for alkali metal ion
batteries: a case study on cobalt anti-MXenes

Subhadeep Banerjee, Ankita Narwal, Sandeep K Reddy
and Sharma S. R. K. C. Yamijala*

Cobalt anti-MXenes

A controllable nanoscale telescopic arm designed
by encoding the nested multi-walled carbon
nanotubes
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Yin Zhang and Jingjie Sha*
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Layer-dependent electronic structures and optical
properties of two-dimensional PdSSe

Feng Xiao, Wen Lei, Wei Wang, Yiping Ma, Xujia Gong
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Tuning of the height of energy barrier between
locally-excited and charge transfer states by
altering the fusing position of o-carborane in
phenylnaphthalene

Junki Ochi, Takumi Yanagihara, Kazuo Tanaka* and
Yoshiki Chujo
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Role of aluminium hydrides in localised corrosion
of aluminium revealed by operando Raman
spectroscopy

Erlind Mysliu, Otto Lunder and Andreas Erbe*
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