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Understanding and rational design of functional materials based on computational chemistry
and machine learning (' Department of Chemistry, Faculty of Science and Technology, Keio
University) OMiho Hatanaka'

Machine learning models that calculate the physical properties from information about the
materials can be used to predict the physical properties of untested materials, i.e. in silico high-
throughput screening. However, due to the small data set of metal complex materials, it is
necessary to develop reasonable data collection systems and numerical representations. In this
talk, I will introduce our recent works in two functional metal complex materials: the palladium
complex catalysts and the cerium photofunctional complexes.
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