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n this research project, by embedding the relationship between features when

constructing the feature space, a stable search that is not affected by the characteristics of the
kernel function is achieved. Although prior learning is required, we considered that it is
applicable to any problem class for which domain knowledge can be provided. In particular, we will
evaluate it in the molecular structure search of organic thin-film photovoltaic cells as an
application area. Since organic thin-film photovoltaic cells have a large molecular structure, it is
not possible to search for a solution by combining atoms in a scratch. Therefore, we used
substructures of molecular structures used in existing organic thin-film photovoltaic cells as
modules to search for combinations of modules. We also discussed the design of modules using Monte
Carlo tree search and confirmed their usefulness.
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