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Prediction of Drug Activity by Using Co-Training
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Abstract  The activity of drug molecule can be predicted by the QSAR (Quantitative Structure Activity Relationship)
model, which overcomes the disadvantages of high cost and long cycle with the traditional experimental method only.
With the fact that the number of drug molecule with known activity is less than those of unknown activity, it is impor-
tant to predict molecular activities with the semi-supervised learning method. However, the numerous features of drug
molecule affect the prediction accuracy of the QSAR model, Therefore, a novel algorithm named FESCOT (Feature Se-
lection for Co-Training)is proposed in this paper, which combines Co-Training and an embedded feature selection meth-
od, Experiments are carried out on the data set of molecular activities, and the results show that generalization ability

of FESCOT is better than that of Co-Training without feature selection.
Keywords Molecular activity, Semi-supervised learning, Feature selection
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