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A three day workshop on Molecular modeling and Computer aided drug discovery 

was organized jointly with Schrodinger LLC, USA,  from 2nd March to 4th March 2015.  We 

had 33 participants from various departments, Biochemistry, Biotechnology, Botany, 

Zoology, Physics and Chemistry..  Dr. P R Padma, Professor, Department of 

Biochemistry welcomed the gathering.  Dr. A Parvathi, Dean Faculty of Science delivered 

the inaugural address.  Mr. Raghu, Vice President of Schrodinger gave the keynote 

address and expressed the importance of in silico approaches in drug design and 

discovery process.  He has demonstrated the real time success of Schrodinger software 

on designing drug for IRAK4.  An overview about the computer aided drug discovery was 

given by Dr. PR Padma, Professor of Biochemistry in a simple way. She also explained 

the stages in drug discovery process in an elaborate manner. 

 

 

 

Afternoon session was started with hands-on-session using basic tools in maestro, 

Schrodinger software by Dr. Pritesh Batt, Application Scientist.  He has given the 

fundamentals and also hands-on training on protein SBDD tools of Schrodinger such as 

protein preparation wizard, lig prep, and Glide.  He also demonstrated us about how to 

analyses and validate the results of GLIDE docking.  The session got over by 7.00 pm.   

 

The next day session is started at 8.30 am with hands-on session on sitemap and its 

usuage in finding the active pockets and this was followed by induced fit docking.  After 

tea break, he explained protein-protein docking and its usuage in mutation studies –the 

tools residue scanning, hotspot site prediction and protein aggregation was explained.  



He explained the basic principles on homology modeling, antibody modeling and 

explained nicely how to validate the modelled structutre. 
 

After the lunch break, the session was started with demo on molecular dynamics principle 

and the tool Desmond.  Dr. Pritesh explained the step-by-step procedure to be followed 

in molecular dynamics and simulation studies.  After the break QSAR and hands-on 

session was given on PHASE and the analysis of PHASE results using PLS statistical 

parameters till 7.00 pm.   

 

On third day, the participants collected their protein targets and ligands from the database 

and did the modeling and drug discovery process and the session was over by 4.30 pm 

with valedictory address given by Dr. A Pushpa. 
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