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Domain: life sciences / structural biology 
Understand life at a molecular level

Main use cases:
• Disease-causing mutations
• Engineer better molecules for material, health or 

food applications
• Obtain a starting point for drug design to combat 

disease
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WeNMR & EOSC

 https://marketplace.eosc-portal.eu/providers/eosc.wenmr



European Open Science Cloud

                             CC

Under EGI-Engage

How did we get there?
The e-Infrastructure landscape over the years



EGI-ACE Mission

Implement the Compute Platform of the EOSC and contribute 
to the EOSC Data Commons by delivering integrated 

computing, platforms, data spaces and tools as an integrated 
solution that is aligned with major European cloud federation 

projects and HPC initiatives.



Project Overview
EGI Advanced Computing for EOSC
Grant agreement ID: 101017567

Budget
● Total budget: € 12,009,988
● EC budget: € 8,000,000

Consortium
● Coordinator - Stichting EGI
● 33 Partners, 23 third parties

Effort
● 1472 PMs, 48 FTEs
● 49% Virtual Access (35 services, 38 

providers)
Duration

● Jan 2021 - June 2023 (30 months)



Why registering in EOSC?

▪ The WeNMR services have been in production since >10 years 
under various projects (eNMR, WeNMR, West-Life, EOSC-Hub, 
EGI-ACE)

▪ Thematic services under EOSC

▪ Access to resources formalized via EGI through a SLA agreement 
valid until 06/2023

▪ 50+ million CPU hours (opportunistic access)

▪ 500+ cloud CPU cores

▪ ~60 TB storage



WeNMR services



Enabling GPGPUs on the AMPS-NMR web portal for MD 
simulations using predefined protocols

• We benchmarked calculations run on a very large protein 
system via the portal using different hardware 
configurations

• A single GPGPU card computes longer simulations (ns) 
per day (wall time)

• Energy consumption (dynamic power) per one ns of 
simulated time is about 8% of the 64 core Opteron 
system

We pioneered the use of GPGPU 
resources in EGI



• > 31500 registered users

• > 482000 served runs since 
June 2008

• > 60% on EOSC/EGI HTC 
resources (>80% for the 2.4 
server!)

De Vries et al. Nature Prot. 2010

Van Zundert et al. J.Mol.Biol. 2016

https://wenmr.science.uu.nl





Impact: Resources usage



Impact: User submissions



Impact: Citations of resources

E-NMR
WeNMR



In summary

▪ A long history of providing services to a worldwide user community

▪ A long history of using EU e-Infrastructure (HTC)

▪ WeNMR well-established thematic service provider

▪ Natural transition into EOSC

▪ Main benefits: 

▪ Ensuring access to computational resources

▪ Strong network that helps sustainability (e.g. via EU projects)
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