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NIST El LIBRARY SOFTWARE
2023 El Release
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Recurrent Unidentified Spectral Libraries
There are three NIST user libraries of recurrent unidentified spectra (RUS):

= Food: A set of 650+ spectra extracted from a set of dried food material, some of these spectra have
tentative identifications. These experiments were done with methoximation and TMS derivatization. Data
= PedUrine: A set of 200+ spectra from a large set of pediatric urine samples. All of these samples were

derivatized with TMS after forming the ethvloxime for the non-acid carbonvl aroups: the maioritv of this
= EssOQil: A set of 1000+ spectra derived from a large set of essential oils (both commercial and laboratory
distilled), solvent extract of various plant materials (leaves, flowers, roots, etc). Most of these data were

FREELY AVAILABLE DATA AND SOFTWARE

Mass Spectrum Interpreter — Major New Release — February 2019 (v. 3.4). Information and downloads
for version 3.4 of this program which connects mass spectral peaks to their probable chemical structure
origin (El and MS/MS, both nominal and accurate mass).

NIST MS Software and Data - updates, demo, documentation, MSPepSearch, Lib2NIST, RUS libraries
and support programs.

AMDIS — computer program that extracts spectra for individual components in a GC/MS data file
(Instructions for using AMDIS with MS Search — 11-25-2019)

Mass Spectrum Digitizer Program — a tutorial on how to use the program (includes program download)
that allows the digitization of graphical spectra

The NIST Glyco Mass Calculator - a tool to aid in the analysis of glycoforms

DIMEDR - A Novel Algorithm for Agglomerating Incongruent LC-MS Metabolomics Datasets

MS_Piano (New, 2021) - A new software tool for annotating peaks in collision induced dissociation (CID)
tandem mass spectra of peptides and N-glycopeptides.
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NIST Tandem Mass Spectral Library
2023 Release

51,501 Compounds, 60% More than 2020
400 K Precursor lons — 2.4 M Spectra

Fragmentation Methods Precursor lon Types
49,590 HRAM (High Res Accurate Mass) Compounds | 44,191 Protonated
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561 APCI HRAM Compounds 44,547 Other In-Source Generated
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NIST TANDEM LIBRARY SOFTWARE

2023 Tandem Release
TANDEM (MS/MS) ANALYSIS TOOLS
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NIST Website

. Downloadable Libraries Software
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Annotated Recurrent Unidentified Spectra NISTMS (2019)

FREELY AVAILABLE LIBRARIES Urine, Plasma/Serum (ARUS) MS Piano (Peptide a\Annotation)
Tryptic Peptides (Human, ...) MS Pepsearch — General Search Utility
Oligosaccharide Libraries (Milk) for NIST Libraries

Glycopeptides (mAb, Glycan Distributions) MS Interpreter

Acyl Carnitines Lib2NIST — Library Conversion
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