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Materials Function Analysis by “Electronic-Structure Simulation”: S 16% o

Computer modeling and simulations are applied to reveal chemical principles % (1=-2.308) X (1=2.148) £ 1
and controlling factors of practically important properties of materials and their J \ “‘ g”’ 085 o
hybrid devices. Our goal is to suggest useful “materials-design principles”. ::;"‘ -4+ + § 0w b 2‘1
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Materials Exploration by “Electronic-Structure Informatics”: <0 >0 g o G PP

Statistical-analysis and machine-learning algorithms are developed and Higher eresultsin  Lower eresults in W 10.4%
applied to discover promising materials for medicinal drugs, agrochemicals, Qma”e”cso Sma"e"(y K mA%p?fm&ﬁfféff/rﬁG%?
and electronic materials. The electronic-structure calculation provides
numerical description of materials by which molecular search can be Figure 2 An example of the “electronic-structure

performed. informatics” study



