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Data	
  
interpretaFon	
  

Structure,	
  dynamics	
  &	
  interacFons	
  
	
  impact	
  on	
  research	
  and	
  health:	
  

-­‐ 	
  origin	
  of	
  disease	
  
	
  -­‐	
  design	
  of	
  new	
  experiments	
  

	
   	
  -­‐	
  drug	
  design	
  …	
  

ExploiFng	
  GRID	
  resources	
  in	
  structural	
  biology…	
  

ComputaFons	
  

NMR	
  data	
  collecFon	
  and	
  processing	
  	
  	
  	
  	
  	
  	
  	
  	
  	
  	
  	
  	
  	
  	
  SAXS	
  data	
  analysis	
  



•  Operate	
  and	
  further	
  develop	
  a	
  user-­‐friendly	
  e-­‐Science	
  gateway	
  
for	
  the	
  NMR	
  and	
  SAXS	
  communiFes	
  (link	
  to	
  ESFRI	
  Instruct)	
  

•  Establish	
  a	
  virtual	
  research	
  pla`orm	
  for	
  (interacFon	
  with)	
  the	
  
user	
  community	
  

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

•  Foster	
  the	
  adopFon	
  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	
  iniFaFves	
  

•  Develop	
  a	
  model	
  to	
  ensure	
  sustainability	
  of	
  the	
  project	
  

Main	
  objecFves	
  



Collaborations (MoU) already established with 
several other FP7 projects: 

−  OpenAIRE    www.openaire.eu  

−  e-ScienceTalk  www.e-sciencetalk.org  

−  Erina+    www.erinaplus.eu 

−  Gisela         www.gisela-grid.eu  

−  CHAIN     www.chain-project.eu  

−  EUMEDGRID   www.eumedgrid.eu 

−  EMI     www.eu-emi.eu  

−  EGI     www.egi.eu 

 

CollaboraFons	
  established	
  so	
  far	
  



•  Our policy is to shield as much as possible the 
end user from the Grid and all middleware 
related issues and commands 

•  For this, we chose to develop mainly web portal 
providing “protocolized” access to the Grid 

•  To facilitate operation, we use when possible 
robot certificates 

•  Experienced users can still interact directly with 
the Grid via UI and we provide “ready-to-go” 
customized UI distributions (MILU) for 
download 

The	
  WeNMR	
  philosophy	
  for	
  interacFng	
  
with	
  the	
  Grid	
  



The project leverages 
on 
-  The previous eNMR 

e-Infrastructure 
project (FP7) 

-  EU-NMR (FP6) 
-  EAST-NMR (FP7) RI 
-  Bio-NMR (FP7) RI 
 
Linked to ESFRI 
INSTRUCT 
 
Steady growth 
 
~20% of users from 
outside Europe 
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Users	
  distribuFon	
  and	
  growth	
  



WeNMR	
  pla`orm	
  operaFonal	
  and	
  well	
  used!	
  

•  Largest	
  VO	
  in	
  the	
  life	
  sciences	
  
•  Over	
  338	
  registered	
  users	
  from	
  38	
  naFonaliFes,	
  and	
  growing	
  
•  >33	
  000	
  CPUs	
  
•  >700	
  (normalized)	
  CPU	
  years	
  over	
  the	
  	
  last	
  12	
  months	
  
•  1.4	
  million	
  jobs	
  over	
  the	
  last	
  12	
  months	
  
•  150Tb	
  of	
  storage	
  space	
  
•  ~20%	
  of	
  Life	
  Sciences	
  on	
  the	
  Grid	
  
•  User-­‐friendly	
  access	
  to	
  e-­‐Infrastructure	
  via	
  web	
  portals	
  

www.wenmr.eu 



The	
  Virtual	
  Research	
  Community	
  



The	
  VRC	
  portal	
  



The	
  	
  VRC	
  portal:	
  	
  	
  www.wenmr.eu	
  



The	
  WeNMR	
  service	
  portal	
  



Recently deployed 
portals 

The	
  WeNMR	
  services	
  portofolio	
  



The	
  VRC	
  and	
  the	
  user	
  community	
  

•  Wiki’s	
  

•  Online	
  tutorials	
  and	
  instrucFon	
  videos	
  

•  Help	
  center	
  

•  NMR	
  and	
  SAXS	
  services	
  

•  Chat	
  and	
  video	
  conferencing	
  tools	
  

•  And	
  much	
  more	
  …	
  



The	
  VRC	
  and	
  the	
  GRID	
  

•  GRID	
  tutorials	
  for	
  end	
  users	
  and	
  site	
  administrators	
  

•  “Ready	
  to	
  go”	
  MILU	
  UI	
  installaFon	
  for	
  end	
  users	
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  site	
  administrators	
  

•  “Ready	
  to	
  go”	
  MILU	
  UI	
  installaFon	
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  end	
  users	
  

•  In	
  the	
  future:	
  “ready	
  to	
  go”	
  virtual	
  machines	
  with	
  WeNMR	
  
soaware	
  including	
  end	
  user	
  applicaFons,	
  workflow	
  
management	
  system	
  and	
  UI	
  	
  

•  Interface	
  to	
  GGUS	
  within	
  our	
  help	
  center	
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•  Interface	
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•  ApplicaFon	
  database	
  applet	
  from	
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  embedded	
  in	
  our	
  web	
  
portal	
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The	
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•  GRID	
  tutorials	
  for	
  end	
  users	
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  site	
  administrators	
  

•  “Ready	
  to	
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  end	
  users	
  

•  In	
  the	
  future:	
  “ready	
  to	
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  virtual	
  machines	
  with	
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  including	
  end	
  user	
  applicaFons,	
  workflow	
  
management	
  system	
  and	
  UI	
  	
  

•  Interface	
  to	
  GGUS	
  

•  ApplicaFon	
  database	
  applet	
  from	
  EGI	
  embedded	
  in	
  our	
  web	
  
portal	
  

•  WeNMR	
  custom	
  dashboard	
  within	
  the	
  EGI	
  site	
  
–  Allows	
  to	
  input	
  VRC-­‐specific	
  requirements	
  and	
  track	
  them	
  



The	
  VRC	
  and	
  the	
  GRID	
  



The	
  VRC	
  and	
  the	
  EGI	
  

•  WeNMR	
  on	
  the	
  EGI	
  User	
  Community	
  Board	
  

•  WeNMR	
  coordinator	
  on	
  External	
  Advisory	
  Board	
  of	
  
EGI-­‐Inspire	
  

•  Do	
  contact	
  us	
  (me)	
  for	
  any	
  user-­‐related	
  issue	
  /	
  
requirements	
  /wishes	
  concerning	
  the	
  Grid	
  



•  Recent events (May-Aug.) 
–  EMBO course Beijing 
–  Workshop at National Tsing 

Hua University, Taiwan 
–  Workshop at Bogazici 

University, Istanbul 
–  Gordon NMR Conference Lucca 
–  NMR & SAXS Workshop, 

Florence 
–  IWSG-Life 2011, London 
–  HealthGrid 2011, Bristol 
–  3DSIG - Structural 

bioinformatics and 
computational biophysics, 
Vienna  

–  Workshop at EUROMAR Conf., 
Frankfurt 

 

•  Training center 
−  Focus on applications  

 integrated in the web portals 
−  Modular format developed  

 by SpronkNMR 

Training	
  and	
  disseminaFon	
  



WeNMR	
  Support	
  center	
  

•  Support	
  to	
  soaware	
  developers	
  in	
  the	
  structural	
  biology	
  
area	
  to	
  port	
  their	
  applicaFons	
  to	
  the	
  grid	
  

•  Consultancy	
  services	
  for	
  third	
  parFes	
  (e.g.	
  web	
  design,	
  
hosFng,	
  training,	
  support,	
  ...	
  	
  a	
  SpronkNMR	
  SME	
  acFvity)	
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