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Mass Spec Interpretation Services

➢ A Thermo combined library of 3,298 EI orbitrap spectra was automatically searched against the NIST Main 2023 EI library
➢ The library Contained Thermo Libraries of Contaminants, Other Environmental, PCB’s, Pesticides, etc.
➢ 3,147 Spectra were found in the NIST 2023 Library and their match factors shown in the histogram below
➢ In general, the majority of the matches will be ~800 and users will obtain useful search results when searching the NIST EI library
➢ However, there will be differences in some cases with the Orbitrap which would not be a concern for spectra obtained on 

quadrupole, magnetic, or TOF mass spectrometers
➢ These differences can yield much lower match factors and confusing results for certain types of compounds
➢ See specific examples in Study 1 and Study 2 on my website

https://littlemsandsailing.com/wp-content/uploads/2025/01/Study-1.pdf
https://littlemsandsailing.com/wp-content/uploads/2025/01/Study-2.pdf
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