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RESEARCH INTERESTS

Multiscale Simulations of Surface Chemical Reactions

ab initio Molecular Dynamics Simulation

Structure Prediction

Physical Chemistry of Surfaces and Interfaces by First-Principles Calculations

Machine Learning for Data Analysis
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135, 4149.
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Heteronuclear Au–Pd Nanoparticle Dehalogenation Catalysts in an Ionic Liquid, CHEMISTRY-

A EUROPEAN JOURNAL, 2013, 19, 1227.
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Conference Poster

Geng Sun, Hong Jiang, ”DFT Study of Single Metal Atom Adsorption on α-Al2O3(0001) and Its

Effects on Oxygen Vacancy Formation”, The 15th International Congress of Quantum Chem-
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12th National Conference of Quantum Chemistry, Taiyuan, Shanxi, 2014.


