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A promising controllable CO2 capture and separation materials for CO2/CH4/H2 under electric field.
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Defect engineering for high-selection-performance of NO reduction to NH3 over CeO2 (111) surface: A 9.0 53
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separation and sunlight driven photodegradation of organic pollutants. Chinese Chemical Letters,
2022, 33, 1283-1287.
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Increasing oxygen vacancies in CeO<sub>2</sub> nanocrystals by Ni doping and reduced graphene
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Mechanism of complete dehydrogenation of ammonia borane in electrochemical alkaline environment.

Computational Materials Science, 2022, 207, 111306.

Electric field controlled CO2 capture and activation on BC6N monolayers: A first-principles study.

Surfaces and Interfaces, 2022, 30, 101885. 3.0 6
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Density functional theory study of a two-atom active site transition-metal/iridium electrocatalyst for
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Prediction of semiconducting SiP2 monolayer with negative Possiond€™:s ratio, ultrahigh carrier
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Two-dimensional MgSiP2 with anisotropic electronic properties and good performances for Na-ion
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Density functional theory study of transition metal single-atoms anchored on graphyne as efficient
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B-Doped 2D-InSe as a bifunctional catalyst for CO<sub>2</sub>/CH<sub>4</sub>separation under the
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Prediction of stable BC3N2 monolayer from first-principles calculations: Stoichiometry, crystal
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A Theoretical Evaluation of Possible N<sub>2</sub> Reduction Mechanism on

Mo<sub>2<[sub>B<sub>2<[sub>. Advanced Theory and Simulations, 2021, 4, 2100003. 28 49
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Rich B active centers in Penta-B2C as high-performance photocatalyst for nitrogen reduction. Chinese 9.0 63
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Charge-regulated CO2 capture capacity of metal atom embedded graphyne: A first-principles study.
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