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This project conducted four main tasks in order to achieve accurate
prediction of the physical properties of crystals: (1) a survey of deep learning techniques in
materials informatics, (2) construction of a dataset, (3) development of deep learning techniques
for crystal prediction using point clouds and graphs, and (4) material generation based on deep
learning techniques. For the dataset and material generation, the focus was on solar cell materials.

Molecular structures and physical properties were extracted from existing literature, and novel
material generation was attempted using the developed deep learning techniques.
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