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Data Repository



Browse/Search Studies



Data summary by projects



Data summary by projects



Project details



Project details with multiple studies



Data summary by studies



Data summary by studies



Study details



Study metadata details
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Study metadata details



Study samples data



Study sample details



Download named metabolite data for a study



Download all metabolite data for a study



Download mwTab data for a study



Named metabolites for a study of interest



Analyze metabolite of interest



Analysis tools for a metabolite of interest

• Bar graph of sample measurements for that 
metabolite

• Box-and-whisker plot of measurement ranges for the 
metabolite

• Bar graph of mean values for each factor level

• Tabular and graphical display by factor/factor level 
of interest

• Two-way ANOVA analysis of data for a metabolite

• T-test analysis of data for a metabolite

• Z-score analysis of data for a metabolite
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Box-and-whisker plot of measurement ranges for the metabolite



Analysis tools for a metabolite of interest

Box-and-whisker plot of measurement ranges for the metabolite



Analysis tools for a metabolite of interest

Bar graph of mean values for each factor level



View metabolite data for a selected factor (from pulldown menu)

User-defined data subset

New menu appear for each additional factor (constrain these as needed)



Examine a specific factor for a metabolite of interest



Analysis tools for a metabolite of interest

Two-way ANOVA analysis of data for a metabolite



Analysis tools for a metabolite of interest

T-test analysis of data for a metabolite



Perform t-test on pairs of factor levels or across all possible 
combinations



Calculate z-scores for all samples for a metabolite of interest 



Analysis tools for 2 metabolites of interest

• Bar graph of sample ratios for the 2 metabolites

• Box-and-whisker plot of measurement ranges for the metabolites

• Bar graph of mean ratios for each factor level for the metabolites (A/B)

• Bar graph of mean inverse ratios for each factor level for the metabolites 
(B/A)

• Tabular and graphical display by factor/factor level of interest

Note: Some different plotting/statistics items are displayed when 2 metabolites are selected 
(as opposed to a single metabolite)



Analysis tools for 2 metabolites of interest



Analysis tools for 2 metabolites of interest
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Tools for study-wide analysis
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Tools for study-wide analysis



Tools for comparative analysis across studies



Tools for study-wide analysis
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Tools for study-wide analysis



Tools for analysis of uploaded data
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Upload and manage data



Upload and manage data



Register to upload data (First time user)



Login to upload data



Upload and manage data (After login)



Test upload data (Recommended for first time 
users)

TestUpload/<DirID>:

<username>
<password>



New data upload: Register data



Uploading additional data files for already registered 
data



Data upload tutorials
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Databases



Search the metabolite database



iPhone/iPad compatible

Search the metabolite database of molecular structures



Metabolite database: Substructure search results



Metabolite database: Detail view



Search the metabolite database



Search databases by mass



Search databases by mass



RefMet database



Search the RefMet database



Tutorials



Overview

• Metabolomics workbench

• Data Repository

– Browse/Search Studies

– Analyze Studies

– Upload/Manage Studies

• Databases

• Protocols

• Standards



Protocols



Protocols



Protocols



Protocol detail view
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Standards



Standards



Search standards



The End


