Yi-An ZHU

Department: School of Chemical Engineering

Professional field: Chemical engineering and technology

E-mail: yanzhu@ecust.edu.cn

Profile

Ph.D. in Chemical Engineering, 9/2002-6/2007

East China University of Scicnee and Technology, China

Visiting Scholar, 8/2008-2/2009

Norwegian University of Science and Technology (NTNU), Norway;

Associate Professor, 9/2009-8/2016

East China University of Science and Technology, China;

Visiting Scholar, 1/2013-1/2014

Stanford University (SLAC National Accclerator Laboratory), the United Statces;
Professor, 9/2016-

East China University ot Science and Technology, China

Research Field

1. Heterogencous catalysis from first-principles calculations and microkinetic modeling

Studies on catalytic processes over metal and metal oxide surfaces through density functional theory
(DFT) calculations to design new catalysts with high catalytic activity and selectivity; using the
DFT-derived kinctic paramcters for the clementary steps to examine the reaction mechanisms for the
overall catalytic reactions within the framework of the microkinetics of heterogeneous catalysis

2. Molecular mechanics calculations based on force fields

Studies on the chemical and physical properties of new carbon materials through molecular
mechanics calculations based on force fields; investigating the topological structures of new carbon

materials on the microscopic scale using XRD simulations
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