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Metabolomics Workbench: https://www.metabolomicsworkbench.org
Contains the National Metabolomics Data Repository (NMDR)

https://www.metabolomicsworkbench.org/


Metabolomics Workbench Data Portal: Studies

Default sorting order is by most recently released study



Metabolomics Workbench Data Portal:Projects

Studies may be grouped into projects 
(studies with same theme/objective)



NMDR:Study-level view contains multiple metadata sections

View Metadata

Example: Analysis section



Study-level view : Show named metabolites and measurements

Select a metabolite (checkbox)



NMDR:Study-level view/download options

View Metadata

Samples/study design Named metabolites Download dataset Download mwTab (text) Download mwTab (json)



NMDR: raw data view/download

Download compressed raw files



Collaboration with Global Natural Product Social Molecular Networking (GNPS)

View spectral details of MS raw data files deposited in NMDR via the GNPS dashboard 

GNPS Dashboard: Collaborative Analysis of Mass Spectrometry Data in the Web Browser
D. Petras et al, Nature Methods (2021) https://doi.org/10.1038/s41592-021-01339-5



Metabolomics Workbench Quick search

What is searched?
• Metabolite name
• Metabolite InChIKey
• PubChem Compound ID
• Molecular formula
• Metabolite mass (+/- 0.5 daltons)
• Metabolite class
• Study title
• NMDR Study ID
• NMDR Project ID
• NMDR studies containing that metabolite



Regular expression search

What is searched?
• Metabolite  common names and systematic 

names in MW metabolite database



Sample source

Metabolite class

Species

Disease

MW Usability: Bubble chart access to key NMDR study search parameters
(Species, disease, sample source, metabolic pathways, metabolite classes)



Select Sample source link

MW Usability: Bubble chart access to key NMDR study search parameters
(Species, disease, sample source, metabolic pathways, metabolite classes)

Click on “Urine” bubble

List of all studies with urine as 
a sample source

Click on “Urine” link



Text search on NMDR studies/projects



Text search on NMDR metadata (all sections)



Search untargeted MS data IN NMDR (m/z, retention time “features”)
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