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Development of online machine-learned orbital-free density functional theory
with accuracy guarantees

Seino, Junji
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In this study, | aimed to establish an online machine learning-based OF-DFT
that continuously learns and improves its versatility by integrating a vast molecular density
information database with informatics technology. Additionally, because the accuracy of machine
learning fluctuates depending on the training data, 1 developed systems to provide accuracy
assurance for unknown molecules during intermediate stages of learning. Furthermore, | examined the
current state of interpretability and extrapolative prediction performance of Al technology to
develop explicit DFT functionals with high interpretability.
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