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• Free data
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http://chemdata.nist.gov/
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GC/MS AMDIS Analysis

Standard mix

GC

Hit List

Query

Structure

Library

Selected



NIST Mass Spectrometry Data Center

Cognac

Low Resolution EI with AMDIS

log
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High Resolution EI with AMDIS

Beer

High resolution improves spectrum deconvolution
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LC/All MS2 – Orange Juice
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XIC Analyzer – Connect MS2 Spectra to MS1

All MS2 (7) 
for XIC

(vertical lines)

G.Wang et al. “An XIC-Centric Strategy for Improved Identification and Quantification in Proteomic Data Analyses”
Journal of Proteome Research (2024)
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Orange Juice - LC/MS-MS - XIC + Filter

ID In-Source
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MS/MS Spectra: 30 sec Interval

ID HybridIn-Source
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In-source groups

ID HybridIn-Source
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Width ~ 0.2 sec.

Orange Juice
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