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Development of an Al system for proposing compounds using anti-cancer activity prediction.
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We have developed an Al system that predicts biological activities with high accuracy for a
wide range of compounds and bioactive species or cell lines. In this study, we extended the
system to extract safe compounds by incorporating the prediction of safety-related properties,
implicitly addressing absorption, distribution, metabolism, excretion, and toxicity (ADMET).
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Table 1. Confusion matrix for the classification Outside AD
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predictions for WI-38 cell.
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