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68,635 Compounds, 33% More than 2023
567 K Precursor Ions – 3.2 M Spectra 

Fragmentation Methods
66,782 HRAM (High Res Accurate Mass) Compounds
67,146 QTOF, HCD, IT-HRAM, QqQ Compounds
66,430 Ion Trap Compounds (Low Res., up to MS4)
623 APCI HRAM Compounds

Precursor Ions
60,178 Protonated
26,100 Deprotonated
18,556 Water/Ammonia Loss
60,962 Other In-Source Ions

TotalNewCitation
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ALL COMPOUNDS SELECTED FOR RELEVANCE

MEASURED AT NIST, THOROUGHLY EVALUATED
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NISTMS

http://chemdata.nist.gov

NIST Tandem Library Software
2026 Release 

TANDEM (MS/MS) ANALYSIS TOOLS

ALL QUERY SPECTRA IN

ONE LIST

-FINDS COMPOUNDS NOT IN

LIBRARY AND CONFIRMS IDS

-USES PEAKS AND LOSSES

-SHOWS SHIFTED PEAKS

Hybrid Search

MULTIPLE ENERGIES

ION MODES

FRAGMENTATION TYPE

IN-SOURCE IONS

MS Interpreter

DIRECT ACCESS

FROM NISTMS

NIST Website

Chemdata.nist.gov

FREELY AVAILABLE LIBRARIES

AND SOFTWARE

FILTER IDS BY SPECTRUM TYPE

NEEDS MW ESTIMATE

CONNECT PEAKS

TO STRUCTURE

Chemical Formula 
Calculator

Black Peak: Identified
White: No ID

Fragmentation Details

Isotope Calculator

Any resolution 
+/- Charge

Multiple Display 
Options

Downloadable Libraries

Annotated Recurrent Unidentified Spectra 
Urine, Plasma/Serum (ARUS)

Tryptic Peptides (Human, …)
Oligosaccharide Libraries (Milk)
Glycopeptides (mAb, Glycan Distributions)
Acyl Carnitines

Software

NISTMS (2026)
MS Piano (Peptide a\Annotation)
MS Pepsearch – General Search Utility

for NIST Libraries
MS Interpreter
Lib2NIST – Library Conversion

Find Formula from 
Delta Mass

Select Peak
Show Structure 

Fragment

PFAS ILLUSTRATION: APPLICABLE TO MANY CLASSES



LC/MS-MS Chromatogram 
Analysis by NIST Tandem Library

XIC Analyzer (MS1)                          MS Interpreter (MS2)

Each Spectrum Can Access All Search/Display Capabilities of NISTMS

XIC BASED ANALYSIS

IN-SOURCE RT ALIGNMENT

ACCESS EXTERNAL LIBRARIES

CUSTOMIZE/ZOOM DISPLAY

ELIMINATE BACKGROUND MS2

MS1 & MS2 ANALYSIS

SHOW/SORT 30 ITEMS

ENHANCED HYBRID SEARCH

EXPORT TO SPREADSHEET

MULTIPLE ID METHODS

Unique, Extensive, Multilevel Analysis



n-Octylpentaoxyethylene [M+NH4]+ Score 0 -> 854 dMass = 56.0625 (C4H8)

XIC Analysis gives Accurate Retention Times and Abundances

Score 7 -> 973 in-source: Citrusin V (sugar loss)

XIC Off

The Power of the Hybrid Search

The Power of XIC Analysis

The Power of In-Source Identification

XIC On

3 sec.

0.1 sec.


