MDDash: vse v jednom pro
simulace molekularni
dynamiky
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MDDash - one stop shop for MD simulations

Filip Krdsa', Adridn Rosinec', Adam Ondrejka’, and Ale$ Kienek”
'Masaryk university, “CESNET

USER EXPERIEN

IMPLEMENTATION

Download from PDB or MDDB,
provide file(s), or clone git
repo

Data stored locally in Kuber-
netes, and synchronized to 53
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Jupyter notebook(s), Gromacs E
~available in sidecar container ;
> (light calls, immediate) or via J

Arbitrary MD simulation setup
(solvate, add ions, minimize,

equilibrate,...) K8s jobs (more resources)

—

L. e

RayTune to control short

run experiments, try varying
MPI/OMP cores, GPU assign-
ment, ...

Look for setup giving the best
performance (ns/day)

Create Kubernetes job, allo-
cate resources according to
tuning results

Run the production simulation,
watch progress

man

Juputer notebook with suitable
libraries (NGLview, mdtraj, ..);
embedded Mol for complex
visualization

Arbitrary analysis and visual-
ization during and after simu-
lation

Call Invenio API, upload files
including notebooks, extract
metadata ...

Prepare draft record to be
published

~ MD Simulation setup is ==~ and
frustrating, difficult to reproduce

- Each simulation performs best with -~ =
resource configuration

~ Spawning oo S0 b is not trivial

- Publishing results can be « o oo

EOSC Data Commons project aims at -
“esisted porng of datasets and computa-
tional workflows, spawning them on behalf of
the users. MD is one of project /o0 vae caes,
with MDDash as expected computation target.

MDDash de nent was supported by CE: T internal grants no. 759/2024 and

Seﬁnet 7 y rted by EOSC Data Commons, funded by the Eu-
ropean Union (Horizon Europe) under grant number 101188179.
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Zivé demo
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Chci zacit

® Prozatim experimentalni provoz
pristup na pozadani
Casté zmény
moZna nestabilita, bez garance zachovani dat

® https://mddash.dyn.cloud.e-infra.cz/
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