


Proteins: Structure and computational design of therapeutics 

directed against proteins 

8:50 a.m. -9:00 a.m. Introduction by Dr. Swietnicki 

Session 1. The structure of proteins as therapeutic targets. 

9:00 a.m -9:35 a.m. 

Dr. Stephan Ehrlich, Schroedinger GmbH "Introduction to Structure-Based 

Drug Design" 

Session 2. Designing targeted therapeutics against proteins. 

9:50 a.m.- 10:10 a.m. 

Dr. Jacek Piosik, UG, "Modulation of anticancer drugs activity 

- analysis based on thermodynamic calculations"

10:10 a.m.-10:15 a.m. 

Short break 

Session 3. Methods of analyzing the interaction of therapeutics 

with proteins. 

10:15 a.m.-10:35 a.m 

Dr. Wieslaw Swietnicki, IITD, "Virulence blockers as therapeutics-from micro­

molar to nanomolar potency" 

10:35 a.m.-10:55 a.m. 

Wiktoria Jedwabny, PWr," Inhibitory activity assessment with a theoretical 

model comprising long-range interaction energy terms" 

Session 4. Advanced methods to optimize the interaction of therapeutics 

with proteins. 

10:55 a.m.-11:20 a.m. 

Prof. dr hab. Tadeusz Andruniow, PWr, "Spectroscopy and dynamics of 

modi­fied visual pigments. Insight from quantum-chemical calculations" 

11:25 a.m.-12 noon 

Dr. Stephan Ehrlich, Schroedinger GmbH, "Transforming Drug Design with 

Advanced Computational Modeling"  

Break for lunch 

noon-1 p.m. 

1:00 pm-4:00 p.m. 

Schrodinger workshop 

The conference will also include a practical demonstration of Schroedinger's 

computational methods offered to researchers. It will require bringing your 

own laptop for demonstration. 


