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Systematic understanding of oxygen vacancies and prediction by machine learning
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Conventional point defect calculations were limited to individual studies of
specific materials due to the complexity of the process. However, computer performance has improved
dramatically over the years, and in recent years, it has become sufficient to perform systematic

point defect calculations. Therefore, we performed systematic point defect calculations for several
thousand materials and constructed a database of calculated materials. Furthermore, based on this
database, we predicted point defect formation energies by machine learning and discovered peculiar
phenomena related to point defects.
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