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About MZmine 2
• LC/MS and GC/MS metabolomics data processing, 

analysis, and visualization 

• Supported open data formats 

- mzXML 

- mzML 

- mzData 

- NetCDF
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LC-MS



Workflow
• Raw data import 

• Data visualization 

• Mass detection 

• Chromatogram building 

• Deconvolution / Feature detection 

• Feature alignment 

• Feature identification 

• Export 

4



Data import

5



Data import
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Data import
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Data visualization: BIC
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Data visualization: BIC
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Data visualization: BIC
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Data visualization: BIC
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You can zoom in the BICs and examine them.



Data visualization: BIC
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Data visualization: BIC
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Data visualization: TIC
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Data visualization: TIC
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Data visualization: TIC
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Data visualization: 2D
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Data visualization: 2D
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Data visualization: 2D
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Data visualization: 2D
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Data visualization: 2D
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Data visualization: 2D
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Data visualization: 2D
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Data visualization: EIC
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Data visualization: EIC

25



Data visualization: EIC

26



Data visualization: EIC
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Data visualization: 2D
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Data visualization: EIC
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Data visualization: EIC
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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

35



Mass detection
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double click …



Mass detection
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Mass detection
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EIC construction
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EIC construction
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EIC construction
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EIC construction
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EIC construction
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EIC construction
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EIC construction
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EIC construction
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EIC peak detection
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EIC peak detection
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EIC peak detection
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EIC peak detection
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EIC peak detection

51



Isotopic grouper parameters
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Isotopic grouper parameters
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Isotopic grouper parameters
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Alignment parameters
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