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See Full Course on NIST26 with new Integrated Deconvolution/Library Searching for 
EI GC-MS and LC-MS/MS!
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Identifications Folder in LC-MS/MS Chromatogram Window Processing

➢ When a file is processed in NIST26 Chromatogram Window
➢ Group of Files Created with the raw results for the MS/MS Deconvolution/Library Searching
➢ The information then formally presented in the Chromatogram Window
➢ Could they be used for PCA, good vs. bad, etc.?
➢ Used ChatGPT to Examine the Files and explain their relationship and possible utility



The .tsv output generally contains one row per detected chromatographic 
feature, including information such as:

•Retention time 
•Precursor m/z 
•Peak area or intensity 
•Library match score 
•Compound name 
•Formula 
•Adduct information (when available) 

That makes it an excellent starting point for creating a feature matrix for:

•Principal Component Analysis (PCA) 
•Hierarchical clustering 
•Good vs. bad sample comparisons 
•Outlier detection 
•Marker discovery 

ChatGPT’s Conclusions, See the Rest of the Handout for More Detailed Information



ChatGPT Prompt



Information on MS2 (MS/MS) Spectra Processed

James Little Note:  took 11 seconds to process 158 spectra, fast!



Chromatogram Results for File



Workflow Diagram for 
Process Created by 
Chat GPT, also included in 
Resources Section of My 
Web Page
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