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SCI-­‐BUS	
  Project	
  

•  WS-­‐PGRADE	
  /	
  gUSE	
  

•  Various	
  communi-es,	
  various	
  demands	
  for	
  
solu-ons	
  on	
  data	
  management	
  

•  Mo-va-on	
  for	
  this	
  work	
  
	
  



Project	
  partners	
  



SCI-­‐BUS	
  Big	
  Picture	
  



Considera-ons	
  

•  Data?	
  

•  Meta-­‐data	
  
•  Files	
  
•  Databases	
  



Use	
  case:	
  Proteomics	
  Portal	
  

•  Large-­‐scale	
  Mass	
  Spectrometry	
  data	
  analysis	
  
–  Pep-de	
  and	
  Protein	
  iden-fica-on	
  
–  Rela-ve	
  and	
  absolute	
  quan-fica-on	
  
–  Targeted	
  proteomics	
  
–  Ability	
  to	
  rerun	
  analysis	
  with	
  same	
  or	
  new	
  parameters	
  

•  New	
  instruments	
  produce	
  O(TB)/week/lab	
  
– We	
  have	
  several	
  labs	
  to	
  support	
  

•  Data	
  files	
  -ghtly	
  controlled	
  
–  Users	
  cannot	
  access	
  original	
  data,	
  only	
  copy	
  them	
  out	
  
–  Data	
  management	
  and	
  metadata	
  stored	
  in	
  OpenBIS	
  



Open	
  Biology	
  Informa2on	
  System	
  
openBIS	
  



Spaces,	
  Projects,	
  Experiments,	
  
Samples	
  &	
  Data	
  Sets	
  	
  



Use	
  case:	
  Desktop	
  Grid	
  

l  Parameter	
  sweep	
  execu-on	
  (some-mes	
  even	
  
1M+	
  job	
  instances)	
  

l  Typically	
  small	
  input	
  and	
  output	
  files,	
  available	
  
on	
  HTTP(S)	
  servers	
  

l  Some-mes	
  with	
  some	
  fixed	
  input	
  files	
  (i.	
  e.	
  the	
  
same	
  file	
  is	
  used	
  by	
  each	
  job)	
  

l  Different	
  types	
  of	
  clients	
  opera-ng	
  in	
  pull	
  
mode:	
  
-  Windows	
  
-  OS	
  X	
  
-  Linux	
  



Desktop	
  Grid	
  



Use	
  case:	
  Molecular	
  Simula-on	
  

•  Mul-ple	
  different	
  domains	
  e.g.	
  quantum	
  
chemical,	
  molecular	
  dynamics,	
  …	
  	
  
with	
  different	
  formats	
  and	
  requirements	
  

•  Typically	
  small	
  input	
  files	
  (molecular	
  structure	
  
and	
  job	
  descrip-on)	
  genera-ng	
  huge	
  output	
  
(number	
  of	
  files	
  and	
  data	
  volume)	
  

•  Metadata	
  annota-on	
  of	
  simula-on	
  results	
  



Mosgrid	
  



Use	
  case:	
  AMC	
  
•  Biomedical	
  workflows	
  

•  Input	
  data	
  exist:	
  
–  on	
  various	
  loca-ons	
  
–  accessible	
  through	
  different	
  protocols	
  

•  Mixed	
  use	
  of	
  compute	
  resources	
  based	
  on	
  
applica-on	
  

•  Track	
  provenance	
  



File	
  Management	
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File	
  Management	
  (3rd	
  party)	
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Meta-­‐data	
  and	
  staging	
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Executes 
the given 
OGSA-
DAI query 

Analysis on 
the sample 
data 

Generates sampler 
queries 

Gathering 
results 

Use	
  case:	
  Performance	
  ra-ng	
  
framework	
  for	
  UK	
  hospitals	
  



Goals	
  

•  Generic	
  layer	
  

•  Applica-on-­‐specific	
  layer	
  

•  Workflow	
  input	
  selec-on	
  

•  Workflow	
  execu-on	
  



Architecture	
  (WIP)	
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Status	
  and	
  plans	
  

•  Analyzing	
  requirements	
  from	
  communi-es	
  
•  Exploring	
  technologies	
  in	
  solu-on-­‐space	
  

•  Define	
  generic	
  layer	
  (but	
  also	
  non-­‐generic)	
  
•  Implementa-on	
  

•  Develop	
  applica-on	
  specific	
  portlets	
  



Ques-ons	
  and	
  discussion	
  



Visit	
  the	
  SCI-­‐BUS	
  booth!	
  


