
Tandem Library Analysis Demonstration Software: NISTMS v.4.0 
 
This program, nistms-demo26.exe, is a fully-functioning demonstration version of the 

nistms.exe library search program provided with the 2026 version of NIST Tandem Mass 

Spectrum Libraries. It is accompanied by a small test library (demo-lib) containing 9 

compounds along with two LC-MS/MS data files (folder demo-data) (positive and negative 

polarity) containing compounds in that library. Analysis if these files can show some 

capabilities of the software, including identification of in-source product ions, noise reduction 

and hybrid search results for compounds not in the library, but related to those that are. The 

full NIST Tandem Library contains more detailed information for 3.2 million spectra of 69 

thousand different compounds – each selected based on their analytical relevance and 

evaluated as described in the literature (see References). A number of libraries can be freely 

downloaded from the NIST mass spectrometry data center website. 
 
Non-NIST libraries in the NIST format may be accessed without restriction by this program. 

These are available from other sources, either as directly accessible binary libraries or in 

compatible msp or SDF text formats. In the latter cases, data needs to be converted to 

searchable binary libraries using the Lib2NIST program, which is included with the search 

program. Detailed instructions are presented in the accompanying file Lib2NIST.txt. A list of 

potential sources of spectra for conversion to NIST libraries is presented in the file: public 

tandem library list.docx. For libraries to be accessible by this program they simply need to be 

copied to the folder containing this program. 
 
LC-MS/MS data files acquired by DDA methods (dynamic data acquisition, which fragments 

individual ions) may be analyzed in the Chromatogram tab. These files must be centroided 

(“peak picked”) and in mzML standard format. Centroiding and conversion from other formats 

may be done using the MSConvert program from Proteowizard. Conversion methods are 

described here. Many hundreds of data files are freely downloadable from mass spectral data 

repositories such as MassIVE, MetaboLights and Matabolomics Workbench. 
 
For help in using this program, use online help buttons or press F1. Video tutorials and 

related data files may be found at the Mass Spec Interpretation Services website. 

https://proteowizard.sourceforge.io/download.html
https://ccms-ucsd.github.io/GNPSDocumentation/fileconversion/https:/ccms-ucsd.github.io/GNPSDocumentation/fileconversion/
https://massive.ucsd.edu/ProteoSAFe/datasets.jsp#%7B%22query%22%3A%7B%7D%2C%22table_sort_history%22%3A%22createdMillis_dsc%22%7D
https://www.ebi.ac.uk/metabolights/download
https://www.metabolomicsworkbench.org/data/index.php
https://www.metabolomicsworkbench.org/data/index.php
https://mzinterpretation.com/
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