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Dr. Santosh Kumar Behera is currently working as a Scientist B at NIPER Ahmedabad. He has 

completed his Ph.D from Berhampur university in Bioinformatics and had worked on the 

characterization of mucin proteins from fish. Presently, he is involved in various aspects of 

health informatics such as an In-silico analysis of various inhibitors using combinatorial tools for 

development and identification of potential inhibitors as anti-cancer and anti-viral therapeutics. 

Taking the advent computational chemistry in drug discovery process has emphasized the 

development of new technologies for design, synthesis, screening and decoding of combinatorial 

library of drugs. He is also involved in the de novo design and synthesis of peptides, peptoids 

and nucleic acid based molecules in order to study their therapeutic and diagnostic applications. 

 

ABOUT THE SESSION:  

 

A five day FDP on “ Insilico structure prediction and molecular docking” was organized by the 

department of Biotechnology under M.S.Swaminathan School of Agriculture during 17th march 

2018 to 21st march 2018 where a total of 28 faculty members from the departments of 

Biotechnology, Plant pathology, Biochemistry and Crop Physiology had participated. Molecular 

docking is a helpful tool for performing virtual screening on various compounds and 

inferring how the ligands bind to their targets. Molecular docking is combined with in 

silico ADME/Tox predictions to determine the position and structure of the allosteric binding 

site. 



 

The FDP on “Insilico structure prediction and molecular docking” emphasized on the 
use of the tools of bioinformatics in the selection of ligands and receptors, study of 
ligand and receptor preparation, molecular docking and binding affinity analysis, insilico 
ADME/ TOX prediction.  
   
OUTCOME:  

 

The FDP was truly informative for the participants in which the participants have gained good 

knowledge on docking of biologically important proteins. The participants were of the opinion 

that they would certainly design experiments on insilico structure prediction using docking for 

the characterization of biologically important proteins.   
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