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Date: 2"9 and 3™ April 2024
Time: 10 AM onwards

Hands-on Workshop on Computer-aided
Drug Design

Venue

Department of Medicinal Chemistry
National Institute of Pharmaceutical Education and Research Guwahati

Speaker

Dr. Sakshi Bhardwaj

Application Scientist
Altem Technologies Pvt. Ltd.

Organizer

Department of Medicinal Chemistry
Prof. S. Tamilvanan (In-Charge)
Dr. Kalyan Kumar Sethi, Asst. Professor
Dr. Kapileswar Seth, Asst. Professor
Dr. Vaibhav A. Dixit, Asst. Professor
Dr. Manas Ranjan Sahoo, Asst. Professor

O 08041506070, 7415436326 & https://niperguwahati.ac.in
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Hands-on Workshop on Computer-aided Drug Design

Venue: NIPER Guwahati
Dates: 2-3 April 2024

SCHEDULE
Day 1
10-10.30 Basic introduction
10.30-11.30 Virtual screening -ADMET and TOPKAT and its significance
11.30-11.45 Break
11.45-1.00 Introduction to Structure-based drug designing and Algorithms
1.00 to 2.00 Lunch break
2.05t03.15 Demo on import of data for virtual screening, ADMET, TOPKAT
3.15t0 3.30 Break
3.30to 5.00 Demo Structure-based drug designing includes binding site
prediction
Day 2
10-10.30 Introduction to forcefield and energy minimisation
10.30-11.30 Parameter optimisation and set-up for molecular dynamics and
simulation
11.30-11.45 Break
11.45-1.00 Results analysis and interpretation
1.00 to 2.00 Lunch break
2.05t03.15 Demo- Pharmacophore
3.15t03.30 Break

3.30 to 5.00

Demo simulation




