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Abstract

Molecular simulation is a newly developed technology in computational chemistry, it has made
significant achievements in assisting materials design and helping understand molecular struc-
ture, that make it more and more available in other fields. In this paper, density function theory
was introduced, several reactions that catalyzed by transition metals and studies of transition
metal catalyst using DFT (Density Function Theory) method were reviewed, solutions and me-
thods using molecular simulation to design transition metal catalyst were provided.
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