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e a0 Be sy Mass Spectrum Interpreter — Major New Release — February 2019 (v. 3.4). Information and downloads
Sonchional, vcslon oL h Pyogetel¥2.0f wihe el 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
Recurrent Unidentified Spectral 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)
= Food: A set of 650+ spectra extracted from a set of dried food material, some of these spectra have Mass Spectrum Digitizer Program — a tutorial on how to use the program (includes program download)

tentative identifications. These experiments were done with methoximation and TMS derivatization. Data that allows the digitization of graphical spectra
= PedUrine: A set of 200+ spectra from a large set of pediatric urine samples. All of these samples were The NIST Glyco Mass Calculator - a tool to aid in the analysis of glycoforms

derivatized with TMS after forming the ethvloxime for the non-acid carbonvl aroups: the maiority of this DIMEDR - A Novel Algorithm for Agglomerating Incongruent LC-MS Metabolomics Datasets
= EssQil: A set of 1000+ spectra derived from a large set of essential oils (both commercial and laboratory MS_Piano (New, 2021) - A new software tool for annotating peaks in collision induced dissociation (CID)
distilled), solvent extract of various plant materials (leaves, flowers, roots, etc). Most of these data were tandem mass spectra of peptides and N-glycopeptides.
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Mode: LowRes
Calibration file: "Cr\gamsiyabe\2024-05-14-Hemp_Key-Gene\2024-05-14-HEMP_KEY-
GENE.cal”

RI tolerance: 20

RI penalty rate: Average
Component width: 20
Adjacent peak subtruction:  One
Resolution: Medium
Sensitivity: Medium
Shape requirements: Medium
Combine scans: None
Min mjz: 1
Libraries: miniib; replb;

Date: December 21, 2025
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High Resolution GC/MS with AMDIS Deconvolution
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