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Highly Active, Nonprecious Electrocatalyst Comprising Borophene Subunits for the Hydrogen
Evolution Reaction. Journal of the American Chemical Society, 2017, 139, 12370-12373.

Efficient oxygen evolution electrocatalysis in acid by a perovskite with face-sharing IrO6 octahedral

dimers. Nature Communications, 2018, 9, 5236. 12.8 325

3D hierarchical flower-like TiO2 nanostructure: morphology control and its photocatalytic property.
CrystEngComm, 2011, 13, 2994.

Peculiar electronic, strong in-plane and out-of-plane second harmonic generation and piezoelectric
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Understanding the Effects of Bidentate Directing Groups: A Unified Rationale for sp2 and sp3 Ca€“H
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Theoretical investigation on nonlinear optical properties of carbon nanotubes with Stonea€“Wales
defect rings. Journal of Materials Chemistry C, 2014, 2, 306-311.

Theoretical insights and design of intriguing nonlinear optical species involving the excess electron.
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Unique Electronic Structure in a Porous Gaa€tn Bimetallic Oxide Nano&€Photocatalyst with Atomically
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Metal-ionic-conductor potassium ferrite nanocrystals with intrinsic superhydrophilic surfaces for
electrocatalytic water splitting at ultrahigh current densities. Journal of Materials Chemistry A, 10.3 40
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An Effective Approach to Achieve a Spin Gapless Semiconductora€“Halfd€Metala€“Metal Transition in Zigzag
Graphene Nanoribbons: Attaching A Floating Induced Dipole Field via <i>€<[i>&€“<i>[€<[i> Interactions.
Advanced Functional Materials, 2013, 23, 1507-1518.

Constructing a mixed [€-conjugated bridge: a simple and effective approach to realize a large first
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Successive hydrogenation starting from the edge(s): an effective approach to fine-tune the electronic
and magnetic behaviors of SiC nanoribbons. Journal of Materials Chemistry, 2012, 22, 24166.

Band-Gap-Controllable Photonic Crystals Consisting of Magnetic Nanocrystal Clusters in a Solidified
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Aromatic Residues Regulating Electron Relay Ability of S-Containing Amino Acids by Formations of S&™1€
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Optimally enhanced optical emission in laser-induced air plasma by femtosecond double-pulse. Physics 19 28
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Dihalogen edge-modification: an effective approach to realize the half-metallicity and metallicity in

zigzag silicon carbon nanoribbons. Journal of Materials Chemistry C, 2014, 2, 7836-7850.

Effect of sample position on collinear femtosecond double-pulse laser-induced breakdown

spectroscopy of silicon in air. Journal of Analytical Atomic Spectrometry, 2014, 29, 1105. 3.0 28
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vibration frequencies of C2H3, H20, TSR/P1, C2H4 and OH. See

DFT Study on the Homogeneous Palladium-Catalyzed N-Alkylation of Amines with Alcohols. ACS 112 2
Catalysis, 2015, 5, 5728-5740. ’

Two sequential enhancements of laser-induced Cu plasma with cylindrical cavity confinement.
Journal of Analytical Atomic Spectrometry, 2016, 31, 1974-1977.

Theoretical Study on Potential Energy Surface of the Interstellar Molecule SiC2N. Journal of Physical 05 23
Chemistry A, 2001, 105, 5896-5901. ’
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Structure advantage and peroxidase activity enhancement of deuterohemin-peptide&€-“inorganic hybrid

flowers. RSC Advances, 2016, 6, 104265-104272. 3.6 22
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investigation. Inorganic Chemistry Frontiers, 2020, 7, 647-658.

Embedding tetrahedral 3d transition metal TM<sub>4</sub> clusters into the cavity of
two-dimensional graphdiyne to construct highly efficient and nonprecious electrocatalysts for 2.8 20
hydrogen evolution reaction. Physical Chemistry Chemical Physics, 2020, 22, 3254-3263.

A Barrier-Free Atomic Radical-Molecule Reaction:a€%o. F + Propene. Journal of Chemical Theory and
Computation, 2006, 2, 1551-1564.

Second harmonic generation property of monolayer TMDCs and its potential application in producing

terahertz radiation. Journal of Chemical Physics, 2017, 147, 244701. 3.0 19
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Simulating the antimicrobial mechanism of human 12-defensin-3 with coarse-grained molecular

dynamics. Journal of Biomolecular Structure and Dynamics, 2015, 33, 2522-2529. 35 18

Mechanistic study on the Cp*iridium-catalyzed N-alkylation of amines with alcohols. RSC Advances,
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First principles |nvest|§atlon on the stability, magnetic and electronic properties of the fully and
par‘tlally hydrogenated BN nanoribbons in different conformers. Journal of Materials Chemistry C, 5.5 17
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Hosta€“Guest Interaction Creates Hydro gen-Evolution Electrocatalytic Active Sites in 3d Transition
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Theoretical Elucidation of the Platinum-Mediated Arene Ca”H Activation Reactions. Organometallics,
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electron-donating/withdrawing group to achieve the large first hyperpolarizability in a carbon
nanotube system. Physical Chemistry Chemical Physics, 2017, 19, 17834-17844.

Theoretical study on structures and stability of HC2P isomers. Theoretical Chemistry Accounts, 2002,
107, 253-265. 14 1

Effect of substitution and cooperativity on the CI&€"F blue shift in single-electron halogen-bonded
H<sub>3<[sub>C A-A-A- CIF complex. Molecular Physics, 2010, 108, 2021-2026.
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Methanol activation catalyzed by Pt<sub>7</[sub>, Pt<sub>3</sub>Cu<sub>4<[sub>, and
Cuc<sub>7<[sub> clusters: A density functional theory investigation. Applied Organometallic
Chemistry, 2018, 32, e4197.

Reaction of CO<sub>2<[sub> with Atomic Transition Metal M<sup>+/0/4€“</sup> lons: A Theoretical 05 10
Study. Journal of Physical Chemistry A, 2018, 122, 5848-5860. :
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Accurate potential energy surfaces for the first two lowest electronic states of the Li (2p) +
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Ambipolar charge-transport Eroperties in 4,10-dihalogenated anthanthrone crystals: a theoretical 55 8
study. Journal of Materials Chemistry C, 2015, 3, 1913-1921. :
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Molecular Physics, 2013, 111, 323-333.
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