
Cloud-based Hands-on Workshop: 

Computational Structure-based Screening and  

Explicit Molecular Dynamics 

Date: 05th & 06th Nov 2020 ~ Time: 10:00 - 16:00 IST 

 

Outline: Two-day cloud-based hands-on workshop 

targeting structure-based drug designing. Participants got 

practical experience and in-person guidance in using the 

Maestro GUI, covering the organic molecule sketching, protein 

selection, preparation, and screening for hit identification of 

molecules against therapeutic targets. The workshop included 

a brief recap of background theory for Molecular mechanics, 

Molecular Docking, and Molecular Dynamics via case studies on 

the real-time industrial projects. 

 

 The workshop was organized by Schrodinger and Central 

Sophisticated Instrumentation facility (CSIF), University of 

Calicut. Prof. (Dr.) M K Jayaraj, Hon’ble Vice Chancellor, 

University of Calicut inaugurated the workshop.  Dr. Denoj 

Sebastian, Asst. Professor, Dept. of Life Science, Prof. (Dr.) Jos 

T Puthur, Director, CSIF, Dr. Raghu R, Vice president, 

Schrodinger attended the function. 31 participants from various 

universities/research institutes participated in the Workshop.

   

Inauguration: 

Prof. (Dr.) M K Jayaraj 

Hon’ble Vice Chancellor, University of Calicut 

 

Workshop Speakers: 

• Dr. Pritesh Bhat  

• Dr. Prajwal Nandekar  

• Dr. Koushik Kasavajhala  

• Ms. Shelvia Malik  

• Mr. Kishore V  

• Mr. Vinod D 


