
1/21/2014

1

XCMS 
Online

H. Paul Benton
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Test your browser

Mac users should use 
Firefox as it lets you useFirefox as it lets you use 
java

Windows users are
recommend to use IE or 
Firefox
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• This lets you do a pair wise analysis where you have 2This lets you do a pair wise analysis where you have 2 
classes

• Parameter setting are fully customisable 
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• Have 2 running at once to speed things up
• Increased speed is around the corner

• Using an Aspera licence to stream data
• Check out xcms Server as well for local server support
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U d d b d “P t ”• Use drop down box under “Parameters”
• Select “UPLC/TripleTOF” - or preferred setting
• Make sure you get the parameter settings you want

Check the parameter setting by clicking custom

• File types: yp
• Converted - mzXML, mzData, netCDF (CDF), mzML (new)
• Vendors - Agilent, Waters, Thermo, AB Sciex, Bruker

• Online does the converting for you!
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• Clicking each feature gives 
an EIC with it’s mass 
spectrum (highest intensityspectrum (highest intensity 
sample) and box plots.

• An automagicly generated 
METLIN link for the predicted 
mass within the ppm range 
specified in the parameterspecified in the parameter 
settings.
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Unconjugated 
catechins

Unconjugated
3-O-methyl 
catechins

Thank you :)
• Questions?

46 citations htt // b /d i/ b /10 1021/ 300698• 46 citations - http://pubs.acs.org/doi/abs/10.1021/ac300698c

• Many more updates coming soon including speed and 
more stats + Multi-class analysis

DuaneDuane 
Rinehart

Gary Siuzdak

The whole xcms team


