-

of , bloedcel

e BalKan 1 workshop

BIOEXCEL WORKSHOP BALKAN EDITION:
ENHANCING BIOMOLECULAR SIMULATIONS
WITH GROMACS, HADDOCK AND PMX

May 21-22, 2025, Sofia, Bulgaria

Organised by

bioeXcel

AMBASSADCOR PROGRAM

SOTFIA
UNIVERSITY
UNIVERSITATEA BABES-BOLYAI
BABES-BOLYAI TUDOMANYEGYETEM
BABES-BOLYAL UNIVERSITAT
BABES-BOLYAL UNIVERSITY
ST‘ KLIM};NT TRADITIO ET EXCELLENTIA ) UNIVERZITET U BEOGRADU
OHRIDSKI Y/ Farmaceutskifakultet
o 1388 ] Arizona State University®

HPC.MK @
(L rON ( : ( : EuroCC @North Macedonia

ROMANIAN NATIONAL COMPETENCE CENTRE

IN HPC - HIGH PERFORMANCE COMPUTING

BULGARIA MONTENEGRO

% DISCOVERER EPICURE



Programme

Day 1, May 21: HADDOCK

Allindicated times are in the Eastern European Summer Time (EEST) zone (GMT +2)
8:30 — 9:30 Registration
9:30 — 9:45 Opening
9:45 — 10:00 EPICURE presentation
10:00 — 11:00 Lecture:

« Integrative modelling with HADDOCK, Alexandre Bonvin
11:00 — 11:30 Break

11:30 — 13:30 Practical session:

« HADDOCK tutorial on antibody-antigen modelling, Alexandre Bonvin &
Vlad Cojocaru

13:30 — 14:30 Lunch break

Day 1, May 21: GROMACS

14:30 — 15:30 Lecture:
e Molecular dynamics using GROMACS, Alessandra Villa
15:30 — 16:00 Break
16:00 — 17:30 Practical session:
e Tutorial: Introduction to Molecular Dynamics simulations, Cathrine Bergh
17:30 — 18:00 Break

18:00 — 19:00 Practical session:
e Tutorial: Enhanced sampling with AWH, Alessandra Villa
20:00 — 22:30 Social dinner

Day 2, May 22: PMX
All indicated times are in the Eastern European Summer Time (EEST) zone (GMT +2)

10:00 — 11:00 Lecture:
« Alchemical free energy calculations with PMX/GROMACS, Bert de Groot
11:00 — 11:30 Break



11:30 — 13:00 Practical session:
e Tutorial on amino acid mutations with PMX, Bert de Groot

13:00 — 14:00 Lunch break
Day 2, May 22: GROMACS performance

14:00 — 15:00 Lecture:

o Efficient use of CPU resources in GROMACS simulations, Andrey
Alekseenko

15:00 — 15:30 Break

15:30 — 17:00 Practical session:

o Efficient use of CPU resources in GROMACS simulations, Andrey
Alekseenko

17:00 — 17:30 Closing remarks



