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What do we have
• What is the data that we have and what does it 

look like?



Urine Grubb 
Group 2

Urine Grubb 
Group 1



What do we need

1. Statistic results from data 

2. List of Features - (prefer identified metabolites)  

3. Characterisation - adducts / isotopes



Basic pipeline of data processing
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Intro to XO







Java uploader:  
Good for folder RAW files  

ie : Agilent, Waters etc 

HTML uploader:  
Good for speed  
parallel upload





















Contents'of'results.zip'file'
XCMS.diffreport.'And'XCMS.annotated.diffreport'are'the'data'tables'with'all'the'
intensity'values'associated'with'them'not'results.tsv'







Thank you :)
• Questions?

Duane RinehartGary Siuzdak

The whole  
xcms teamAries 

Aisporna


