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Funding from the EC: 2.050.000 €

Total funded effort: 27 person-years

Related EC-funded projects: EU-NMR, NMR-Life,

'6,- ﬂ m r Objectives

1. Deploy and support an interoperable Grid
infrastructure at the three NMR infrastructures to be
later integrated with EGEE

2. Assess the state-of-the-art in computational bio-NMR
and promote knowledge and spreading of best
computational practices

3. Identify and promote a sustainable NMR technical
framework for e-Science

4. Develop an integrated e-NMR computational platform
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President:
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Members:
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Computational NMR
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Coordinator of the D-Grid Initiative
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e-nmr

Main Goal

Build an interoperable e-NMR Grid infrastructure with EGEE to support the test and
deployment of enhanced NMR scientific applications
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Project Goal 1 Project Goal 2 Project Goal 3 Project Goal 4 Project Goal 5
Establish a human Assess state-of-the-art in Deploy and support an Identify and promote a Assess and implement
collaboration network: structural biomolecular interoperable Grid sustainable NMR state-of-the-art in NMR
between the NMR NMR and promote infrastructure at the three technical framework for e- computational methods
community and the ¢- spreading of knowledge NMR facilities to be later cience and develop an integrated
Infrastructures ones and good practice integrated with EGEE computational platform

Networking Activities
* Obj. I: Project organisation and management

Support Activities
+ Obj. 1. deploy the e-NMR

+ Obj. 2: Critical assessment of NMR i I
+ Obj. 3: Policy study and participation to standardisation efforts
+ Obj. 4: Training and dissemination

+ Obj. 2: support the e-NMR
infrastructure

Joint Research Activities

+ Obj. 1. identify research applications to be ported
onto the e-NMR GRID

* Obj. 2: enhance grid middleware (gLite) for NMR
applications

+ Obj. 3: develop a unified e-NMR computational
platform implementing state-of-the-art

+ Obj. 4: identify and develop missing applications
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WP0: Management WP1: Monitoring,

« T0.1: Project coordination,
‘monitoring and reporting to EU

« 70.2: Financial administration

« 70.3: Ensuring long-term sclf
sustainability

Standardization & Outreach

« T1.1: Assessment of the state-of-art
in computational aspects of bio-NMR
and establishment of software,
protocols and data storage standards.
* T1.2: Establish tight connections
between e-science and bio-NMR

communiti

« 71.3: Spreading and training.

WP2: e-NMR grid 'WP3: design & development of the e-NMR
deployment & id platf
operations i
72,1 deployment of e NWR | | 751 Identification of NMR applications suitable for
e porting to the GRID
+72.2: ¢-NMR Grid Operation | | * 73.2: Enhancement and development of GRID middleware
center (GOC) for e-NMR support
+ T2.3: integration of JRA +73.3: Development of the ¢-NMR platform and
components implementation of state-of-the-art protocols
+73.4: Identification and development of missing NMR
applications within the c-NMR platform
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Structure validation

e-NMR raw BMRB
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data storage
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MR plays an mponant ok in He sciences (biomolecutar NMR), and structural bialogy in partcudar, @ bath European and intermational levels. Cur
main objective is to optimize and extend the use of the NMR Research Infrastructures of EL1- '<r'=‘\|rwmh|h:|rrulcrru:mmn of an e-nfrastructure in

order to provide the biomolecular WMR user community with a platform integrating and

necessary for MR

dista analysis and structural modeling (e-NMR). Access 1o the e-NMR infrastruciure will be provided through a partal silegrating commarnly N

software and GRID technalogy.
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