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Development of an MCSCF Program System for Global Network Computing Environments

Toshikazu Takada, Fundamental Research Laboratories, NEC Corporation

Since chemical reactions are widely used in productions of industries even in semi-conductor device processes,
it is strongly needed to develop a molecular simulation package that is able to analyze the chemical reaction
mechanisms based on quantum mechanics. In this project, therefore, an MCSCF (Multi Configuration Self
Consistent Field) code with energy gradient calculations is newly developed for parallel computers.
Furthermore, to make it easy to use the code. a GUI is developed as well, by which one makes input data,

carries out calculations and analyzes results through Internet.
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