“Trends in Protein Modeling and Cheminformatics”

A national workshop

Programme

14th January, 2009

9:00 – 10:00 

Registration

10:00 – 11:15 

Welcome Session 

Inaugural lecture - “Protein Structure prediction from experimental point of view” by N Gautham, Chennai University, Chennai

11:15 - 11:30 

Tea

11:30 – 12:15 
“Prediction of protein structure in silico” by GPS Raghava

12:15 – 13:00 
“Structure determination using X-ray diffraction and NMR” by S Karthikeyan

13:00 – 14:00 

Lunch

14:00 – 14:45 
“Introduction to protein databank and structure visualization” by S Karthikeyan

14:45 – 16:00 

Demonstration/Hands on session by M Datt

16:00 – 17:00 
“How proteins Work: Insights from Simulations” by Prof Martin Karplus, Harvard university, USA

15th January, 2009

9:15 – 10:00 
“Phishing protein's tertiary structure” by M Datt

10:00 – 10:45 
“Molecular Simulation and its Applications: An Overview” by R Sachdeva

10:45 – 11:00 

Tea

11:00 – 11:45 
“Modeling of peptides and proteins in absence of structural templates” by A Ganguly

11:45 – 13:00 
“Molecular Mechanics from jump-drive” -Demonstration/ Hands on Session by A Ganguly

13:00 – 14:00 

Lunch

14:00 – 14:45 
“Molecular Modeling and informatics in PPAR(/( dual activator design” by PV Bhartam, NIPER, Mohali

14:45 – 15:30 
Demonstration/Hands on Session by PV Bhartam, NIPER, Mohali

15:30 – 15:45 

Tea

15:45 – 16:30 
“Computational approaches in structure based drug design” by GN Sastry, IICT, Hyderabad

16:30 – 17:30 
Demonstration/Hands on session by GN Sastry/M Datt

16th January, 2009

9:15 – 10:00 

“Virtual Screening using Autodock” by A Garg

10:00 – 10:45 
Hands on session by A Garg

10:45 – 11:00 

Tea

11:00 – 11:45 
“Integrating High-throughput In vitro screening with In silico analysis on structurally diverse acetylcholinestrase inhibitors” by C G Mohan, NIPER, Mohali

11:45 – 13:00 

Demonstration/Hands on Session

13:00 – 14:00 

Lunch

14:00 – 15:00 
“Open source for drug discovery” by GPS Raghava

15:00 – 16:00 

Demonstration/Hands on Session 

16:00 – 17:00 

Valedictory session followed by Tea

All the lectures will be in seminar hall. The lecture by Prof Martin Karplus will be held in Auditorium.

Lunch and dinner for the participants of the workshop will be served in cafeteria unless informed otherwise.

Breakfast will be served in guest house for participants staying there.
