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A. Title of Workshop/Activity: ‘In-silico Approach to Drug Discovery- Molecular Docking’.

B. Background: The purpose of this workshop is to orient the participants to structure-based
in-silico drug discovery process.

C. Aims/Objective: The workshop aimed to

i Introduce chemical databases (cheminformatics) and their applications

ii. Give Hands on experience of in-silico tools employed for studying physiochemical and
pharmokinetics properties of small molecules.

D. Location: Mini Auditorium & Computer laboratory, SIES College.

E. Target audience/participants with expected numbers: 31Post-Graduates Students + 08
Research Scholar + 06 Faculty

F. Date of Activity: 24™ Nov.2023 to 26" Nov.2023

G. Name of Resource Person:
Day 1 Dr Deepali Kothekar; Day 2 Dr Sanket Bapat (MIT Pune)

H. Outcome/Feedback: Two-day workshop was good interactive session for both students
and faculty. They learnt introduction to drug discovery and application of databases like Swiss
ADME, PubChem, Swiss Target prediction. Participants learnt how to use softwares of docking

and apply it in thejr research work. The participants realised the significance of insilico work
in absence of wetfab data.

I. Annexures:
i) Photographs (Geotagged)
ii)List of Participants
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Photographs of Molecular Docking Workshop (Geotagged)
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In frame - Dr. Sanket Bapat explanation for hands on session on Introduction to Molecular Docking
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In frame - Dr. Sanket Bapat & Dr. Deepali Kothekar with participants



List of Participants for Molecular Docking workshop
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