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Extrapolating molecular properties using machine learning models trained with small-size
experimental databases (Department of Applied Chemistry, Waseda University) O Kan
Hatakeyama-Sato, Kenichi Oyaizu

Materials informatics enables the estimation of material properties from their structures
using machine learning models. Still, the prediction has been difficult, especially when small
databases with missing data are used and when so-called extrapolation is pursued. Here, we
introduce imputation techniques to cope with the issues. The demands of descriptors and
models for the prediction will also be discussed in the presentation.
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