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Study of chemical-protein interactome (CPI) is an important topic toward the elucidation of protein functions and the understanding of the molecular mechanisms of action inside the cell. Herein, two comprehensive CPI bipartite networks about 17,100 CPI pairs among 4,741 compounds and 97 G protein-coupled receptors (GPCRs), and 13,600 CPI pairs among 2,827 compounds and 206 kinases extracted from the ChEMBL were constructed for CPI prediction and drug repositioning. In addition, about 183 thousands of candidate CPI pairs among 4833 known ligands (including 139 FDA approved or experimental drugs) and 97 GPCRs were predicted. About 415 thousands of candidate CPI pairs among 3015 known ligands (including 267 FDA approved or experimental drugs) and 206 kinases were predicted. The biologist can then follow up on the highest-scoring CPI for further experimental assay.
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