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Statistical analysis with 
Metaboanalyst

Stephen Barnes, PhD

934‐7117, sbarnes@uab.edu

Go to www.metaboanalyst.ca
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Set mass tolerance to 0.001 and retention time tolerance to 0.005. This stops Metaboanalyst grouping the 
features previously identified by XCMS. Click on Submit.
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Mean‐centered

Ready for Stats?
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Univariate analysis
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T‐test = FDR adjusted

Volcano plot
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High‐resolution Volcano plot

Correlation matrix
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Top features correlated 
with Genistein vs Control

Multivariate analyses
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Principal Components Analysis (PCA) 

Plots of 5 principal components, 
taking two at a time.

Variation explained by the components
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Principal components analysis 
(PCA) – components 1 and 2

This analysis is unsupervised

3D–PCA scores plot
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PCA loadings plot

PCA biplot
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Partial Least Squares 
Discriminant Analysis (PLSDA)

2D‐PLSDA plot
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3D‐PLSDA plot

PLSDA loadings plot
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Variables in projection (VIP)
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Sparse PLSDA (sPLSDA)

Top ten most significant ion features



2/7/2018

18

3D‐sPLSDA plot

Orthogonal PLSDA (oPLSDA)
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Features using oPLSDA data
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Heatmap – all features
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Heatmap – top 25  features

Heatmap – top 50  features
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Top 50 features in the VIP


