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Deploying and unifying the NMR 
e-Infrastructure in System Biology 

haddock.chem.uu.nl/enmr/eNMR-portal.html 

e-NMR will allow researchers to enjoy all of the benefits of bio-NMR with only  

minimal efforts for the set-up of data analysis & calculations.  
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The e-NMR web portal is accessible through the web and exploits GRID technology 
to provide users with high computational capacity and a secure protocol for access 

The team: 

www.e-nmr.eu 



eNMR pla)orm opera-onal and well used! 

•  2nd largest VO in the life sciences 
•  Over 190 registered users and growing 
•  >13000 CPUs 
•  >350 CPU years over the  last 12 months 
•  20% of Life Sciences on the Grid 
•  User-friendly access to e-Infrastructure via web 

portals 

www.enmr.eu 



Users distribution 
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The project also leveraged on EU-NMR (FP6), EAST-NMR, and  
the new BioNMR (FP7) Research Infrastructures projects  
to enlarge its users basis 



The eNMR infrastructure 

5 



Easy access to Grid resources vie eNMR application web portal 

http://www.enmr.eu/webportal 





Example: the CS-Rosetta web portal flowchart 

Part of the computation is done locally 

The most CPU demanding one  
is done on the Grid 



Usage statistics 
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eNMR training 

focused on the 
eNMR applications 
integrated via web  
portals 



The future 

3 new partners joined the consortium: 

Radboud Universiteit Nijmegen, Netherlands 

EMBL, Hamburg Outstation, Germany  (brings in SAXS) 

University of Cambridge, UK 



Objectives 

5.7 FTEs 

2.4 FTEs 

1.3 FTEs 



Outreach 



Expectations from a LS VRC 

•  eNMR deployed originally its own Grid infrastructure following the 
EGEE standards 

•  eNMR and WeNMR leverage on the NGIs for support 

•  WeNMR is interested to see if synergies are possible in the support 
of standards LS services 

•  Organization of workshops and schools (more Grid-oriented) where 
to exchange experiences and train the newcomers  

•  Other discipline-specific workshops should be kept at the level of 
the VRCs (e.g. like the current eNMR training workshops) 

•  Interaction with EGI / EMI for representing LS common instances: 
–  Need to lower the barrier for grid adoption (e.g. via SLCS) 
–  Security, data protection 


