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Prediction of Drug Clearance Pathway
by Boosting Algorithm

Kazusni IKEDpA, T Kouta TosnimoTo, !
MAKIKO KusaMma,? Kazuya MAEDA, 2
Yuichr SuGiyAMAt2 and YuTAkA Akryamafl

It is an important problem in pharmacokinetics to determine clearance path-
way of drugs. We have developed a prediction system for major clearance
pathway of drugs from physicochemical characteristics of drugs. In previous
studies, we have proposed a SVM-based system which has superior prediction
performance, and another system based on original Rectangular method which
shows good interpretationability. In this study, we aim to build a prediction
system which shows both good performance and good interpretation, by using
boosting algorithm. As a result, new system showed a superior performance
almost comparable to SVM, and better interpretation.
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Table 1 The number of data for each clearance pathway in datasetST and datasetS™
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Fig.1 Drug clearance pathway prediction system
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Table 2 Performance of Boosting algorithm with Leave-one-out method(datasetS™)
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Table 3 Performance of Boosting algorithm with Leave-one-out method(dataset.S™)
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Table 4 Performance of Boosting algorithm with Leave-one-out method(Total)
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