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Recurrently high prediction accuracy is achieved by applying graph neural networks (GNN) to
predict the activity of drug candidate compounds and physical properties of new functional
materials, and machine learning models such as RNN / LSTM to predict vegetable market prices. It
has been realized. In this application, in order to further improve the prediction accuracy, we
collected various data on a large scale, applied proper scrutiny, and verified the most advanced
machine learning model. In this year, calculations were mainly made for efforts to improve the
accuracy of activity prediction. As a result, we were able to grasp the effect of hyperparameter
changes on prediction accuracy and the nature of prediction due to differences in target proteins.
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Figure 1 Appearance of Best Value Epoch
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Figure 2 Comparison of Minibatch Size
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