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Development of bioavailability prediction model: Transfer leaning model
constructed from curated in vitro data

Esaki, Tsuyoshi

3,200,000

BA
BA
BA

in vivo
BA

Efficient drug discovery that predicts the properties of drugs in the early
stages and reduces the costs and efforts involved in synthesizing and experimenting with promising
compounds are highly sought after. Predicting compounds that can be administered orally is crucial
since a significant number of commercially available drugs are administered orally. To predict the
potential as a drug,” a prediction model for the biological availability (BA) of orally
administrable compounds has been developed, aiming to contribute to the streamlining of drug
development. The research involved the collection and analysis of extensive data related to BA,
including estimated factors such as metabolic stability, membrane permeability, and water
solubility. Multiple prediction methods and descriptors were explored, and a transfer learning model
was constructed to build a deep learning model capable of predicting BA.
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