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The	
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  Data	
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The	
  cost	
  per	
  metabolomic	
  sample	
  
is	
  ~£54.	
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Cost	
  per	
  sample	
  is	
  
~	
  £54.	
  	
  
1000	
  samples	
  cost	
  
~	
  £54k.	
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~	
  5	
  min	
  per	
  sample.	
  
1000	
  samples	
  ~17	
  days.	
  	
  

A	
  single	
  sample	
  takes	
  ~5min	
  to	
  turn	
  
from	
  net.cdf	
  format	
  to	
  .txt	
  format.	
  



Volume	
  of	
  data.	
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Raw	
  data:	
  
~15mb	
  per	
  
single	
  
Sample.	
  
	
  
Batch	
  ~1000	
  
=	
  ~15	
  gb.	
  

Derived	
  	
  
data:	
  
~10kb	
  per	
  	
  
Batch.	
  	
  



Variety	
  of	
  data:	
  sources,	
  forms,	
  
structures.	
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Variety	
  of	
  data:	
  sources,	
  forms,	
  
structures.	
  



Varacity	
  of	
  data:	
  noise,	
  bias,	
  
reproducibility.	
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SOPs	
  are	
  used	
  
throughout	
  the	
  
pipeline.	
  QA/QC	
  is	
  
used	
  to	
  e.g.	
  check	
  
instrument	
  driW.	
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Chebi	
  IDs.	
  
Inchi	
  string.	
  

Sample.	
  
Methods.	
  

Metadata	
  are	
  added	
  
to	
  the	
  data	
  tables.	
  



Vola.lity	
  of	
  data:	
  change,	
  
relevance,	
  preservaXon.	
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As	
  technology	
  
advances	
  much	
  of	
  
the	
  data	
  needs	
  to	
  
be	
  replaced.	
   Can	
  re-­‐analyse	
  raw	
  

data	
  	
  in	
  many	
  
different	
  ways	
  for	
  
different	
  purposes.	
  



Velocity	
  of	
  data:	
  flow,	
  scale,	
  
stream.	
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InstrumentaXon	
  
becomes	
  more	
  
powerful	
  in	
  
detecXon	
  

Databases	
  allow	
  
more	
  metabolites	
  to	
  
be	
  idenXfied	
  per	
  
study.	
  

There	
  are	
  ~	
  20	
  listed	
  
database	
  resources	
  
for	
  metabolomics	
  
data.	
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