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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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Main Goal
Build an interoperable e-NMR Grid infrastructure with EGEE to support the test and 

deployment of enhanced  NMR scientific applications 

Project Goal 3
Deploy and support an 

interoperable Grid 
infrastructure at the three 
NMR facilities to be later 

integrated with EGEE

Project Goal 1
Establish a human 

collaboration network 
between the NMR 

community and the e-
Infrastructures ones

Project Goal 2
Assess state-of-the-art in 
structural biomolecular 

NMR and promote 
spreading of knowledge 

and good practice

Project Goal 4
Identify and promote a 

sustainable NMR 
technical framework for e-

Science 

Project Goal 5
Assess and implement 

state-of-the-art in NMR 
computational methods 

and develop an integrated 
computational platform 

Networking Activities
• Obj. 1: Project organisation and management
• Obj. 2: Critical assessment of NMR computational approaches 
• Obj. 3: Policy study and participation to standardisation efforts
• Obj. 4: Training and dissemination

WP0: Management
• T0.1: Project coordination, 
monitoring and reporting to EU

• T0.2: Financial administration

• T0.3: Ensuring long-term self 
sustainability

Support Activities
• Obj. 1: deploy the e-NMR 
infrastructure
• 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 

WP1: Monitoring, 
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 
communities.
• T1.3: Spreading and training.

WP3: design & development of the e-NMR 
grid platform
• T3.1: Identification of NMR applications suitable for 
porting to the GRID
• T3.2: Enhancement and development of GRID middleware 
for e-NMR support

•T3.3: Development of the e-NMR platform and 
implementation of state-of-the-art protocols

•T3.4: Identification and development of missing NMR 
applications within the e-NMR platform

WP2: e-NMR grid 
deployment &
operations 
• T2.1: deployment of e NMR 
grid services 

•T2.2: e-NMR Grid Operation 
center (GOC) 

• T2.3: integration of JRA 
components
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Structure calculations / automated NOE assignment
CYANA CNS Xplor-NIH
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Modelling of biomolecular complexes HADDOCK

Structure validation Procheck Whatcheck PSVS

Data analysis / restraints generation

Talos CSI
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Graphics
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Side-chains
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Computation engines
Automated procedures
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DNA/RNA toolkit
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