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Chemical Genomics-Based Virtual Screening (CGBVS)
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CGBVS Prediction Models: Creation and Validation of the Protein-Protein Interaction (PPI1) Model:
Currently, there are 6 available prediction models that can screen a total of 1,246 targets PPI data from TIMBAL DB* was used to create the PPl model. 5-fold cross-validation was performed
corresponding to the following protein groups: GPCR, Kinase, lon channel, Nuclear to evaluate the PPI CGBVS model. Mean values of statistical analysis results are shown below.

ChEMBL25 database was used to train these prediction models.
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4 TIMBAL database (http://mordred.bioc.cam.ac.uk/timbal/)

Examples of target prediction of PPl inhibitors

Screening of compounds existing in ChEMBL25 but not in TIMBAL DB was performed. Selected Bcl-xL/Bcl-2 antagonists are shown below.
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