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About MZmine 2
• LC-MS metabolomics data processing, analysis, and 

visualization 

• Supported open data formats 

- mzXML 

- mzML 

- mzData 

- NetCDF
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Workflow
• Raw data import 

• Mass detection 

• Chromatogram building 

• Deconvolution / Feature detection 

• Feature alignment 

• Feature identification 

• Export 
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Data import
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Data import
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Mass detection
• Mass detection: detect masses from mass spectra 

- Centroid 

- Exact mass 

- Local maxima 

- Recursive threshold 

- Wavelet transform
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Mass detection
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Mass detection
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Mass detection
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• Exact mass method

http://fiehnlab.ucdavis.edu/projects/Seven_Golden_Rules/Mass_Resolution



Mass detection
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Mass detection
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Mass detection
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Mass detection
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Mass detection
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Chromatogram builder
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Chromatogram builder
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In progress, be patient ……



Chromatogram builder
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Chromatogram builder
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peak list
• # ID
• m/z value
• @ retention time



Chromatogram builder
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Chromatogram builder
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first click then click



Chromatogram builder
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Deconvolution
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separation of individual peaks in the EIC
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Deconvolution
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Deconvolution



• Install XCMS in R 

• Start deconvolution again
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Deconvolution
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In progress, be patient ……

Deconvolution
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Deconvolution
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Deconvolution
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Deconvolution
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Deconvolution
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Deconvolution
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RT normalizer
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RT normalizer



35

RT normalizer
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Feature alignment

RANdom SAmple Consensus aligner
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Feature alignment
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Feature alignment
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Feature alignment
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Feature alignment
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Result export
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Result export
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What is next?
• Univariate and multivariate statistical analysis 

• Determine discriminating metabolites 

• Metabolite identification



44

Thank you!


