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Course Program

Monday - Basics

12:20 Welcome

12:30 Drug design — intro (Berka)

13:15 PDBe/PDBe-KB (Evans, Magafia)

15:30 Binding Site identification (Novotny)

16:00 Insights from biotech on PROTACs (Tuerkova)
17:00 Poster session

Tuesday — Small molecules

9:15 Virtual screening (Polishchuk)

10:00 QM in drug design (Lepsik)

11:15 Al in drug design (Yesylevskyy)

13:00 Frequent hitters (Kirchmair)

14:00 QSAR (Dehaen)

15:15 Tutorial — QSAR (Dehaen)

18:00 Tour Olomouc (Berka)

19:00 Workshop dinner (S. Vaclav brewery)

Wednesday - Structure-based methods

9:15 Alphafoldology (Berka)

10:00 Molecular Drug design (Moraca)

11:00 Molecular docking (Moraca)

13:00 Tutorial — Molecular docking (Moraca)
15:30 Tutorial — Molecular dynamics (lvanova)
18:30 Excursion to IMTM (Polishchuk)

Thursday — De novo methods

9:15 De novo (Polishchuk)

10:30 Tutorial - De novo (Polishchuk)
13:00 CACHE (Polishchuk)

14:00 Pharmacophore (Langer)

15:15 Tutorial — Pharmacophore (Langer)

Friday — Challenge/hackathon

cancelled



Materials, YouTube channel

Materials will be uploaded to webpage during
workshop:
https://www.kfc.upol.cz/7add

YouTube channel - broadcast and store individual
videos:
https://www.youtube.com/playlist?list=PLRGIGr8c-
LIJhMBKtOLgcUSjaMIJnET5W



https://www.kfc.upol.cz/7add
https://www.youtube.com/playlist?list=PLRGiGr8c-LlJhMBKt0LqcUSjaMIJnET5W
https://www.youtube.com/playlist?list=PLRGiGr8c-LlJhMBKt0LqcUSjaMIJnET5W

QUESTIONS?

Enjoy Workshop
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