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"Maizo"-Data Chemistry: Molecular Discovery from Chemical Big Data
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The “ Maizo” -Data Chemistry project is aimed towards molecular and reaction
discovery based on big data of quantum mechanical (QM) global reaction route mappings. We have developed
a primary system for automatic calculations and accumulation of global reaction route maps (r-maps) based
on the GRRM (Global Reaction Route Mapping) method. We also have developed a system, RMapViewer, for
interactively analyzing r-maps. The RMapViewer software is free to download together with part of the
accumulated r-map data. We have demonstrated that using RMapViewer makes it possible to effectively
derive valuable information from r-maps bK applying this system to QM-based automatic conformational
analysis of saccharides. Furthermore, we have theoretically predicted the existence of a new carbon
family.
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