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The molecular machines 
and network of life
The molecular machines 
and network of life



The network of science…The network of science…

GRID resources



# Number of dimensions 2
# INAME 1 1H
# INAME 2 1H
12   2.137   2.387 1 T          0.000e+00  0.00e+00 - 0 2756 2760 0
14   2.387   4.140 1 T          0.000e+00  0.00e+00 - 0 2760 2752 0
32   1.849   4.432 1 T          0.000e+00  0.00e+00 - 0 2259 2257 0
36   1.849   3.143 1 T          0.000e+00  0.00e+00 - 0 2259 2587 0
39   1.760   4.432 1 T          0.000e+00  0.00e+00 - 0 2260 2257 0
40   1.760   1.849 1 T          0.000e+00  0.00e+00 - 0 2260 2259 0
43   1.760   3.143 1 T          0.000e+00  0.00e+00 - 0 2260 2587 0
46   1.649   4.432 1 T          1.035e+05  0.00e+00 r   0 2583 2257 0
47   1.649   1.849 1 T          0.000e+00  0.00e+00 - 0 2583 2259 0

assign ( resid 501  and name OO   )

( resid 501  and name Z   )

( resid 501  and name X   )

( resid 501  and name Y   )

( resid 2  and name CA   )   -0.1400  0.15000

assign ( resid 501  and name OO   )

( resid 501  and name Z   )

( resid 501  and name X   )

( resid 501  and name Y   )

( resid 3  and name CA   )   -0.0100  0.15000

Data
interpretation

Structure, dynamics & interactionsStructure, dynamics & interactions
 impact on research and health:impact on research and health:

-- origin of diseaseorigin of disease
-- design of new experimentsdesign of new experiments
-- drug designdrug design……

Exploiting GRID resources in structural biology…Exploiting GRID resources in structural biology…

Computations

NMR data collection and processing               SAXS data analysis



• Operate and further develop a user-friendly e-Science 
gateway for the NMR and SAXS communities

• Establish a virtual research platform for (interaction with) 
the user community

• Provide support to software developers, users and other e-
Infrastructure projects 

• Foster the adoption and use of e-Infrastructure in a wide 
range of flanking disciplines within the life sciences

• Operate and consolidate the eNMR Grid infrastructure and 
to extend it to interoperate with other worldwide Grid 
initiatives

• Develop a model to ensure sustainability of the project

Main objectivesMain objectivesMain objectivesMain objectives



eNMR platform operational and well used!eNMR platform operational and well used!

• 2nd largest VO in the life sciences

• Over 225 registered users and growing

• >16000 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 distributionUsers distributionUsers distributionUsers distribution

The project leverages on EU-NMR (FP6), EAST-NMR, 

and the new BioNMR (FP7) Research Infrastructures

projects to enlarge its users basis

Linked to 
Instruct (ESFRI)



User-friendly access to Grid resources via web portalUser-friendly access to Grid resources via web portal

http://www.enmr.eu/webportalhttp://www.enmr.eu/webportal



A global virtual research communityA global virtual research community



wordle.net


