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Treasure Hunting for Novel Chemical Compounds
-Towards Interactive Visualization
for Chemical Reaction Route Maps

HIROKO SATOH™ TOMOHIRO ODA™ KUMIYO NAKAKOJI™
TAKEAKI UNO™ HIROAKI TANAKA™ SATORU IWATA™ KOICHI OHNO™ T®

We launched a project for the discovery of new chemical compounds and reaction routes from big data of reaction route
networks, called chemical reaction route maps, which are automatically retrieved based on quantum mechanics. Applications for
designing useful chemical compounds and reaction routes are part or the project. We report here the overview of the project and
the first results of a visualization system especially for chemists who perform reaction analysis based on quantum mechanical
calculations.
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Figure1  Block Diagram of the System
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Chemical Reaction Rout Map for C,H,0
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Chemical Reaction Route Map Sorted by Potential Energy (vertical axis), starting from EQ3.
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Figure4  The Reaction Route Map with Ball and Sticks Molecular Models in 3D (only for EQs).
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