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A Molecule-based Material Design System
Using Distributed Processing and Data Processing

RYOKO HAYASHI"' HIROSHI MIZUSEKI™

Since computational chemistry or computational physics simulations output large-scale data, the technology utilize them have
not be full-grown. Especially, the mass of computational power from small-scale to middle-scale became reasonable recently so
that existent serial package programs are easy to run as distributed jobs. However, the auto-processing for the mass of data from
such distributed many simulations is necessary. Therefore we have studied a molecule-based material design system based on
many distributed simulations and auto-data-processing technology including data mining. This manuscript reports the recent
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research progress about our system.
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Figure 1 Illustrated image for molecular design system.
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Figure 2 3 isomers of C,H,F, molecule.
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Figure 3 Decision tree to classify a C,H,F, molecule to

3 isomers.
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