
List of Sources Public Tandem Libraries/Data 

 

NIST Compatible msp or SDF files (convertible to libraries with the Lib2NIST program) 

MassBank-Europe  - https://github.com/MassBank/MassBank-data/releases 

MoNA - https://massbank.us/downloads (includes SDF files with chemical structures) 

MS-Dial - https://systemsomicslab.github.io/compms/msdial/main.html#MSP 

mzInterpretation.com - https://mzinterpretation.com/2023/10/free-ei-and-msms-
spectra-in-nist-format/ (also tutorials and test files) 

 

Other formats (mgf, json, csv or alternate msp) 

GNPS - https://gnps.ucsd.edu/ProteoSAFe/libraries.jsp (non-NIST msp) 

HMDB - https://hmdb.ca/downloads 

MassSpecGym - https://zenodo.org/records/16984129 

Zenodo - https://zenodo.org/records/16984129 

 

Thousands of Tandem data files are available in 4 repositories: 

MassIVE - https://massive.ucsd.edu/ProteoSAFe/static/massive.jsp 

MetaboLights - https://www.ebi.ac.uk/metabolights/ 

Metabolomics Workbench - https://www.metabolomicsworkbench.org/data/index.php 

Carefully check format and instrument types – look high resolution, dynamic data 
acquisition (DDA). Many may be translated and centroided to NISMS compatible mzML 
format using msConvert https://proteowizard.sourceforge.io/ 

For details of the msp and SDF formats needed for creating NIST libraries using the 
Lib2NIST program, see the document Lib2NIST.txt in folder containing the program. 
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