Online Supporting Information S1: The benchmark dataset for the drug-target enzyme interaction system. It contains 8,157 gene-drug pair samples, of which 2,719 are positive and 5,438 negative. The 1st column of the table indicates the nature of samples with 1 for positive and 2 for negative; the 2nd column shows the code of target gene; and the 3rd column shows the code of drug. All the detailed information for the genes and drugs listed here can be found in KEGG via their codes (Kanehisa, M., Goto, S., Hattori, M., Aoki-Kinoshita, K.F., Itoh, M., Kawashima, S., Katayama, T., Araki, M., Hirakawa, M. From genomics to chemical genomics: new developments in KEGG Nucleic Acids Research, 2006, 34: D354-357).
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