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Targeted deconvolution and feature extraction workflow

untargeted Data analysis in FTMS typically begins with mass spectra deconvolution and deisotoping (an untargeted approach). The
FTMS deconvolution/ ¢~ > obtained monoisotopic or average mass lists are then searched against the suspect database by mass accuracy, retention

feature extraction W time, fragments, and isotopic ratios.
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' An alternative approach is to do the inverse (a targeted approach), namely to start with the suspect database, targeted or
: large-scale, simulate the isotopic envelopes in diverse charge states, and identify compounds directly from the
deconvolution / , v
feature extraction experimental data by their signals correlation with the simulated data. What is the value of the targeted approach?
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Figure 1. Targeted deconvolution and feature extraction workflow as implemented in Peak-by-Peak Multiomics, empowered by FTMS Simulator software (Spectroswiss).
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. Figure 2. Bottom-up (DDA, HCD) MS analysis of a human IgA1 (Sigma Aldrich). The data of IgA1
| | | / | k | | ~ tryptic digest are acquired using Orbitrap™ Fusion™ (Thermo Fisher Scientific) and analyzed using
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