Sanjeevini 2.0 — a complete drug discovery suite
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The Sanjeevini2.0 software package is a cutting-edge, all-encompassing solution that could be utilized
for both structure-based as well as ligand-based lead molecule discovery. The suite is made up of five
major modules developed in-house, which are active site prediction (AADS?), rapid screening of
millions of molecules against target proteins (RASPD+?), atomic level docking (ParDOCK?), scoring
and binding affinity prediction (BAPPL+*), and reverse screening of target proteins (FishBAIT) to
assess bioactivity of input molecules. This pipeline can potentially address challenges currently faced
by drug discovery programs across the world in translating a comprehensive understanding of human
disease and cutting-edge technology into therapeutic relevant molecules. The pipeline was validated
on 120 FDA-approved targets involved in significant life-threatening diseases. A single target protein
takes approximately 15-20 minutes for the entire pipeline to complete for predicting a candidate drug
molecule. The pipeline was able to successfully re-address the known FDA-approved drugs against
the target protein in ~ 90% of cases. As a result, the entire methodology can stimulate and simplify
the process without reducing efficiency. This software is freely available to users at
http://www.scfbio-iitd.res.in/Sanjeevini/index.php.
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