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COMPUTATIONAL CATALYSIS: COMPUTER EXPERIMENTS
IN CATALYSIS RESEARCH

Guo Xiangyun Zhong Bing
(Institute of Coal Chemisiry, CAS, Taiyuan 030001)

Abstract A new crossing subject, computational catalysis, and its main characteristics, objects and
methods are introduced in this paper. Moreover, the development of the new subject at present is briefly

reviewed, and some of the authors’ viewpoints on the subject are presented.
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