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Study on prediction of compound-target—disease network of Corydalis yanhusuo based on supervised learning.
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[Abstract] Objective To build the drug-target interaction model based on random forest algorithm of a super-
The da-

tasets of drug compounds and the related enzymes, ion channels, G-protein-coupled receptors, nuclear receptors down-

vised learning, and to predict key targets of Corydalis yanhusuo on cardio-cerebral vascular diseases. Methods

loaded from KEGG database were used as the training set. Random forest algorithm was applied to build the drug-tar-
get interaction model and to predict the potential targets interacted with the reported compounds of Corydalis yanhu—
suo. Cytoscape was used to construct a compound-target-disease network. The models accuracies were evaluated by
10—fold cross-validation tests. Results The overall success rates of the four models were 71.36%, 67.08%, 73.71%,
and 68.22%, respectively. The predicted targets of 20 compounds of Corydalis yanhusuo on cardio-cerebral vascular dis-
eases, including ADRA2A, ADRA2C, ADRB2, ADRA1D, ADRBI1, ADRA2B, DRD2, CACNA1B, GABRG2, SCNIA,
were validated by literatures. The average number of targets for each compound was 9.8. Conclusion The models es-
tablished in this paper based on random forest algorithm have a good prediction accuracy, which can predict key targets
of Corydalis yanhusuo on cardio-cerebral vascular diseases successfully. This method can be used to discover potential
targets in other traditional Chinese medicine ingredients.
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