
 



 

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 
2.05 to 3.15 Demo on import of data for virtual screening, ADMET, TOPKAT   

3.15 to 3.30 Break   

3.30 to 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 

2.05 to 3.15 Demo- Pharmacophore  
3.15 to 3.30 Break   

3.30 to 5.00              Demo simulation 

 


