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The project
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The WeNMR service portal
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The WeNMR service portofolio
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Recently deployed
portals
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The project leverages on EU-
NMR (FP6), EAST-NMR, and the 
new Bio-NMR (FP7) Research 
Infrastructures projects to 
enlarge its users basis in Europe

linked to ESFRI INSTRUCT

Users distribution

1st largest VO in the Life Sciences

335 users (19% outside EU)

Recently joined users from:
− Centro Nacional de Ressonância Magnética 

  Nuclear – UFRJ, Rio de Janeiro (Brazil)
− Centre for Cellular and Molecular Biology 
and Indian Institute of Chemical Technology, 
Hyderabad (India)
−TIFR National NMR Facility, Mumbai (India)
− Institute of Biological Chemistry and 
Institute of Biological Sciences, AS Taipei 
(Taiwan)
− University of Science and Technology of 
China, Hefei (China)

4



WeNMR (RI-261572) is funded by the European Commission under the Research Infrastructure Programme

Training & dissemination

• Recent events (May-Aug.)
– EMBO lecture at IHEP Beijing, China

– Workshop at National Tsing Hua 
University, Taiwan

– Workshop at Bogazici University, Istanbul

– Gordon NMR Conf. / NMR & SAXS 
Workshop, Lucca

– IWSG-Life 2011,  London

– HealthGrid 2011, Bristol

– 3DSIG - Structural bioinformatics and 
computational biophysics, Vienna 

– Workshop at EUROMAR Conf., Frankfurt
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• Traning center
− Focus on applications 

integrated in the web portals

− Modular format developed 

by SpronkNMR

• Coming soon
− 3rd CCPN/EU Conf., Lisbon, 28-30/9/11

− Bio-NMR workshop, Vilnius, 4-7/10/11

− WeNMR keynote & workshop at ISCG 2012, Taipei
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Resource distribution
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32 central grid services

> 33000 CPU-cores

29 resource centres

Recently added:
− DESY+FZK (19k), Germany

− TW-eScience (2k), Taiwan

− OBSPM+UNIV-LILLE (0,7k), France

− UNLP+UFRJ+ULA (0,3k), GISELA
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Resource usage
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Resource usage
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Taiwan and GISELA resources usage comparable to EU sites of the same size 
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Application accounting
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WeNMR Monitoring
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VO dedicated 
instances of 
EGI operations 
tools:
− SAM/Nagios
− GStat
− WMSMonitor
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WeNMR Monitoring
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Supported by EGI-InSPIRE NA3 and 
EGI.eu UCST for deploying the VO SAM

WeNMR 
specific 
Nagios 
probes
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WeNMR objectives

• 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

• Operate and consolidate the e-NMR Grid infrastructure and to 
extend it to inter-operate with other worldwide Grid initiatives

• 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

• Develop a model to ensure sustainability of the project
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• INFN is responsible of the Work Package 5 (start in Nov. 2011)
− Worldwide grid extension outside EGI
− Building on Network Activities aimed at involving worldwide grids and e-

Science projects
− Towards EGI UMD based infrastructures  South Africa, Latin America, 

DEISA/PRACE (via EMI-ES)
− Towards non-UMD based infrastructures  SBGrid in USA (OSG), Asian 

grids (Garuda, CNgrid…) 

• Attended networking events in 2010-2011:
− WeNMR at CHAIN KoM (Roma, 13-14 December)
− WeNMR at EU-IndiaGrid2 Workshop (Delhi, 13-16 December)
− WeNMR at OSG All Hands (Boston, 7-11 March)
− WeNMR at ISGC 2011 / OGF31 (Taipei, 21-25 March)
− WeNMR at GISELA & CHAIN Workshop (Vilnius, 11-14 April)
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Extension to other Grids
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Collaboration with OSG

• OSG is already inter-operating with EGI (e.g. in HEP)
• A good collaboration with SBGrid VO was already established 

during the previous e-NMR project
• 37 US users (DOEGrids CAs) already registered with enmr.eu 

VO (11% or the total)

A milestone of the project was set at October 2012
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OSG/SBGrid resources

• 26 OSG sites supporting SBGrid VO

• Potentially >50k CPU-cores shared with other VOs

• gLite clients and application software path available on WNs, e.g.:
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WeNMR-SBGrid Interoperability Plan

•  Discussed at OSG AHM and at EGI-UF with OSG, EGI 
  and SBGrid directors:

− joint team with OSG-SBGrid-WeNMR-EGI personnel set up 

− use of SBGrid VO to access OSG/SBGrid resources

− testing WeNMR jobs on OSG through gLite-WMS

− configuring of a glideinWMS submission system for WeNMR

•    Current status:
− existing gLite UI and WMS enabled with SBGrid VO, new LFC server 

set up for SBGrid VO at INFN-Padova centre

− Data transfer from/to 10 OSG SEs with registration on LFC 
successful using lcg-utils from both gLite UI and OSG WNs

− CS-Rosetta software installed from remote in 14 OSG CEs

− CS-Rosetta test jobs successful submitted through gLite-WMS (with 
minimal changes of bash scripts) and run on OSG WNs

− Condor submit node (schedd) installed at INFN-Padova, 
configuration started
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Using glideinWMS

 WMS  LB

VOMS

BDII

VOMS



WeNMR (RI-261572) is funded by the European Commission under the Research Infrastructure Programme

Interoperability perspectives
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•  CHAIN is proposing an interoperability plan

•  Application-level vs Service-level interoperability

•  Based on OGF standards:

−  OGSA-BES, JSDL, SAGA (job manag.)

−  GLUE (info system)

−  SAML (security)

−  SRM (data management)

•  A possible solution for WeNMR   
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Using standards

 WMS  LB

VOMS

BDII

EMI-ES

UNICORE

ARC

OGSA-BES Condor

Gridway glideinWMS
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