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NIST MS/MS Mass Spectral
Library 2026

Ensure faster analysis with this essential MS spectral library

One of the most trusted mass spectral libraries has once again
been extensively updated. The NIST MS/MS Mass Spectral
Library 2026, developed by the experienced mass spectrometry
team at the National Institute of Standards and Technology
(NIST), represents the culmination of more than four decades of

comprehensive evaluation and expansion, making it an essential 7 NIST MS/MS
resource for confident compound identification across tandem MS Mass Spectral Library
workflows. 2026

The 2026 edition contains over 3.2 million validated spectra : '3 A %“llﬁ'j [‘
across multiple MS levels, covering ESI and APCI ionization, A _n_
multiple collision energies and fragmentation methods, and data q v '
from QTOF, Orbitrap, ion trap, and triple quadrupole instruments, : e

with broad adduct coverage across both positive and negative m
methods.

What's included in the NIST MS/MS Mass Spectral Library 2026:
e NIST Tandem Mass Spectral (MS/MS) Libraries

e Small Molecule Atmospheric Pressure Chemical lonization (APCI) High Resolution MS/
MS Library

« Small Molecule High Resolution Accurate Mass (HRAM) and Low Resolution MS/MS
Library

e NIST 2026 Software for MS/MS analysis only: MS Search, AMDIS, MS Interpreter.
e Now includes LC-MS/MS chromatogram analysis!

Wiley also offers the only bundles combining NIST with the Wiley Registry for extended

spectral coverage.
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Library specifications

Tandem MS (MS/MS) Libraries

o Spectra: 3.2M+

e Unique compounds: 68,600+

e Precursor lons: 567,100+

e Adducts: Protonated, deprotonated, water/ammonia loss ions, other in-source-
generated ions

e MS Levels: MS2, MS3, MS4

e Fragmentation Methods: HRAM, HCD, QqQ, ion trap CID

What’'s nhew

e The NIST MS/MS Mass Spectral Library now contains 3.2 million+ mass
spectra for 68,600+ compounds, across classes such as metabolites,
drugs, pesticides, bioactive peptides, amino acids and small peptides, lipids,
phospholipids and glycolipids, sugars and glycans, extractable and leachable
compounds, surfactants, and various contaminants.

o The NIST MS Search software has been extensively updated and now also
includes LC-MS/MS chromatogram analysis.

Applications

This collection offers exceptional reliability as a comprehensive resource for the
analysis, identification, classification, and verification of compounds by mass
spectrometry in a wide range of applications such as environmental, forensics/
toxicology, metabolomics, pharmaceutical, biotech, food/cosmetics, and many
more.

Additional information

When it comes to spectral analysis, the more data you have the better.

The NIST spectral database provides much more information than simply the
spectrum to give you a fuller picture of your results. Database records may
include valuable details when available for a record such as:

e Chemical structure e Spectrum type

e Chemical name e Instrument type and instrument

o Exact mass name

e Formula o Collision energy and collision gas
e InChl/InChIKey ¢ |on mode

e Molecular weight e |onization

e Precursor type and precursor m/z



Compound coverage

e Metabolites e Sugars and glycans

e Food & fragrances o Extractable and leachable
e Pesticides/Pollutants compounds

e Peptides e Industrial surfactants

e Lipids e Contaminants

About the NIST Standard Reference Data Center

For over 50 years, NIST has developed and distributed standard reference data
in chemistry, engineering, fluids, and condensed phases, material sciences,
mathematical and computer sciences, and physics.

Compatibility

For full compatibility information, please visit sciencesolutions.wiley.com/
compatibility

Also available in bundles with KnowltAll software, which supports multiple
instrument vendor formats

Ordering information

Product Code Product Format
9781394457472 |NIST MS/MS Mass Spectral Library 2026 USB

978EALDBO07677 | NIST MS/MS Mass Spectral Library 2026 (Digital Download
Download)

Be sure to ask about our NIST bundles! Even more data, plus powerful tools,
with KnowltAll MS Identification Pro + NIST bundles.



https://sciencesolutions.wiley.com/knowitall-supported-file-formats/
https://sciencesolutions.wiley.com/knowitall-supported-file-formats/

Trusted data from a trusted source

Wiley is the authoritative source for spectral data. Our renowned databases are
processed according to rigorous protocols to ensure they are of the highest
quality. Qualification procedures start at data acquisition and continue throughout
the database development process. Any data acquired from trusted partners is
thoroughly vetted before inclusion in our collections.

For more information:

www.sciencesolutions.wiley.com
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