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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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European Open Science Cloud

CC

Under EGI-Engage

The e-Infrastructure landscape over the years
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https://wenmr.science.uu.nl/user_map

Sustained growth of the WeNMR user base



with

Resources
The WeNMR services have been in production since >10 years under 

various projects (eNMR, WeNMR, West-Life, EOSC-Hub, EGI-ACE)
Access to resources formalized via EGI through a SLA agreement 
▪ 50+ million CPU hours 

(opportunistic access)
▪ 500+ cloud CPU cores
▪ ~60 TB storage



with

Resources usage
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The WeNMR services suite
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The WeNMR services portfolio over the 
years
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+
Input files 
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Architecture behind the portals
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Supporting COVID-19 related research
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HADDOCK meeting the demand
HADDOCK can be used to model interactions 
between virus and human proteins and for drug 
screening
Increased number of registrations since the 
lockdown measures in March 2020
We have tripled our processing capability by 
modifying the backend machinery managing the 
HADDOCK workflow
EGI additional HTC resources were allocated to 
WeNMR
Users can now tag their submissions as COVID-
related
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Our own COVID efforts

~35000
~25000

▪ Modelling of various Sars-Cov2 –
human protein interactions (also a 
CAPRI effort now)

▪ Screening of approved drugs 
against the protease with 
HADDOCK
▪ Could run on EGI/EOSC/OSG HTC 

resources in ~ 3 1/2 days docking 
of ~2000 approved drugs

▪ In a collaboration between                 
MolSSI and BioExcl setup of a 
covid-related repository:

covid.molssi.org

https://instruct-eric.eu/haddock-screen-of-2000-approved-drugs-for-covid19

https://www.eosc-portal.eu/news/haddock-support-covid-19-research

Initial results at: 
bonvinlab.org/covid 
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The WeNMR services portfolio in the EOSC
https://marketplace.eosc-portal.eu/
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