Proteins: June 12th, 2018

Structure and computational design
of therapeutics directed
against proteins

Place: Institute of Immunology and Experimental Therapy
of the Polish Academy of Science in Wroctaw
www.pan.wroc.pl

Wroclaw 53-114, ul. R. Weigla 12.

Main Conference Room (Aula) on the 1st floor.

Included speakers are
Dr. Swietnicki (IITD), Prof. Andruniow (PWr) and Dr. Piosik (UG).

The conference is organized by Dr. Swietnicki with help of Dr. Laczmanski.
Its goal is to get together people working on computational drug design
(CADD) with application to protein targets. The area is relatively new in
Poland and would benefit greatly from exchange of ideas on how to do it a
bit differently than what is typically done using a public domain/custom
developed solutions.

Schroedinger GmbH is at the forefront of computational method develop-
ment for drug design. Having them present commercial solutions would
greatly help in focusing efforts towards more efficient approaches and
stimulate further work in the area, both in commercial enterprises and in
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academia.
Registration

Registration is free and limited to 50 people.

Please send your name, affiliation and contact info to:
wieslaw.swietnicki@iitd.pan.wroc.pl

Please state if want to attend only or be a speaker. In the latter case,
please send the title of proposed talk.
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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.

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

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

Prof. dr hab. Tadeusz Andruniow, PWr, “Spectroscopy and dynamics of
modi-fied visual pigments. Insight from quantum-chemical calculations”

11:25a.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.




