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Infrared spectroscopic signature of the structural diversity of the water heptamer. Cell Reports
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Quantum chemical studies of the electronic structures of anti-tumor agents: AulllL+ (LE[porphine,
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Non-noble metal single-atom catalyst with MXene support: Fe1/Ti2CO2 for CO oxidation. Chinese
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Nature Nanotechnology, 2021,
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Phosphorene Supported Single-Atom Catalysts for CO Oxidation: A Computational Study.
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Theoretical Inspection of M1/PMA Single-Atom Electrocatalyst: Ultra-High Performance for Water
Splitting (HER/OER) and Oxygen Reduction Reactions (OER). ACS Catalysis, 2021, 11, 8929-8941

Single Iridium Atom Doped NiP Catalyst for Optimal Oxygen Evolution. Journal of the American
Chemical Society, 2021, 143, 13605-13615

Using general computational chemistry strategy to unravel the reactivity of emerging pollutants:
An example of sulfonamide chlorination. Water Research, 2021, 202, 117391

Heterogeneous Two-Atom Single-Cluster Catalysts for the Nitrogen Electroreduction Reaction.
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copper electrodeposition. Applied Surface Science, 2021, 569, 150982
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2-Butene Tetraanion Bridged Dinuclear Samarium(lll) Complexes via Sm(ll)-Mediated Reduction of
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Infrared spectroscopy of neutral water clusters at finite temperature: Evidence for a noncyclic
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Catalysts. Angewandte Chemie - International Edition, 2020, 59, 13568-13574
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A Single-Atom Manipulation Approach for Synthesis of Atomically Mixed Nanoalloys as Efficient
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Catalytic mechanism and bonding analyses of Au-Pd single atom alloy (SAA): CO oxidation reaction.
Science China Materials, 2020, 63, 993-1002

Ultrahigh-Loading of Ir Single Atoms on NiO Matrix to Dramatically Enhance Oxygen Evolution

414 Reaction. Journal of the American Chemical Society, 2020, 142, 7425-7433 16.4 186
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On the theoretical construction of Nb2N2-based superatoms by external field strategies. Chemical
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Unravelling the Enigma of Nonoxidative Conversion of Methane on Iron Single-Atom Catalysts.
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Formation and Characterization of a BeOBeC Multiple Radical Featuring a Quartet Carbyne Moiety.
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On the mechanism of H2 activation over single-atom catalyst: An understanding of Pt1/WO in the
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392 2020, 26, 15558-15564 e
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Insight into the elastic anisotropy and thermodynamics properties of Tantalum borides. Vacuum, L
324 2019, 169, 108883 37 15

A Ligand-Protected Golden Fullerene: The Dipyridylamido Au Nanocluster. Angewandte Chemie -
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Physical origin of chemical periodicities in the system of elements. Pure and Applied Chemistry, 2019

,91,1969-1999 10

Rh single atoms on TiO dynamically respond to reaction conditions by adapting their site. Nature
Communications, 2019, 10, 4488

318 Molecular nitrogen promotes catalytic hydrodeoxygenation. Nature Catalysis, 2019, 2, 1078-1087 365 33

Hydrogen evolution reaction catalyzed by nickel/nickel phosphide nanospheres synthesized
through electrochemical methods. Electrochimica Acta, 2019, 298, 229-236
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