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Application of molecular simulation technique on new catalyst design
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Abstract Microscopic mechanism, molecular structure and catalytic materials properties were efficiently and
conveniently studied by molecular simulation technology.in which was a reliable support for selectivity of catalytic
performance and preparation path. Its application could not only greatly shorten the development cycle of catalytic
material , but effectively control the economic cost.Materials Studio software,a most widespread application software for
molecular simulation, was used in energy calculation,structural optimization, mechanical calculation,optical calculation,
and thermodynamic and dynamic calculation of catalyst. The application status of Materials Studio software in the field
of materials science was firstly stated. then reviewed its assisted application in catalyst design process. Finally, the
current problems of molecular simulation technology and further application space in the catalytic field were also
concluded.
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