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HOW TO SHARE MD DATA 7?

EphA2 KINASE interacting with mix of BtuB and OmpF proteins

PIP2 molecules .
> 2000 proteins

~22M particles (with water)

1.5TB of data (2.5us trajectory)
1 GB for 1 snapshot

last frame -> file size: 10-50Mb

q Zenodo and link in SI bl 480 nm

Chavent, et al. , Structure, 2018

Chavent, et al. , Nature Com., 2018
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WHAT ARE THE GOALS OF THIS WORKSHOP ?

Discuss

(during the session and before/after)

Find best pratices

(what are the solutions we already have?)

Highlight issues - find new solutions

(what can we develop in the future?)

Write - disseminate

(gather these pieces of information in a white paper)
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WHAT HAVE WE DONE ?

\ >

MnB Search  About 95!385%@%5? = ;’_'.. 1. GPCRM D

MemProtMD

MOLSSI

EOSC-hub

A fast & easy way of sharing MD simulations

Open Force Field Initiative

imdoo:

'k

BioSimSpace

An open source, open science, and open data approach to better force fields

The NMRlipids project
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Few more things ...
(Mikeal and Reba)



