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. « In silico fragmentation appeared promising for
Analytl cal Meth Ods compound class ID in the absence of reference
MS?2 spectra (Figs. 4 and 5)

Overview

Novel aspect: Integration of multiple analytical Four separate chromatographic/ionization approaches:
methods, databases, and compound identification
strategies into a single liquid chromatography
coupled to high-resolution accurate mass « Injection volume of 1.5 pL
spectrometry (LC-HRAM-MS) workflow

Based on reference MS? spectra of commercial
« Columnoven at 50 ‘C standards, our approach was able to differentiate
between isomers (Fig. 5)
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Figure 4. Chemically similar structural proposals to cotinine
| (correct match) revealed by in silico fragmentation.

Figure 5. Differentiation of structural isomers in tobacco smoke.
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