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Prediction of anticancer activity by chemical regents on human cancer cells using machine
learning ('School of advanced Science and Engineering, Waseda University, *“Waseda Research
Institute for Science and Engineering) OTakeshi Kaneko', Koshi Machida', Rie Kamihira',
Yoichi Nakao'?, Junji Seino'?

In search of natural products, it is also important to discover the unknown biological activity
of known compounds. However, development of the predictions of the activity from chemical
structures remains challenging. In this study, we focused on anticancer activity and developed
a model to predict the cytotoxic activity of compounds using machine learning and a huge
amount of drug sensitivity data in NCI-60.
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1) https://dtp.cancer.gov/discovery development/nci-60. Cell numbers

2) hitps://www.rdkit.org. Figure 2. Results of R? values in 59 cells.
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