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As applicational case study mice wound samples were derivatized
using a two-step MeOX/MSTFA workflow, while fecal samples
were prepared using MTBSTFA as derivatization reagent. An in-
silico MTBSTFA model supported target list annotation based on
accurate mass and isotopic pattern matching. Narrow and wide Compound Screening and
mass accuracy thresholds utilized for annotation were set to .

2.0/5.0 mDa, with mSigma limits of 20/100. algeeciilely Quant Method

Untargeted feature finding and streamlined annotation of
ecTOF supported by in-silico derivatization and in-silico
fragmentation extends GC-MS analysis for metabolomics
and non-target screening.

Extracted lon Chromatograms CI&E]

In-silico derivatization permits complementary annotation

for compounds lacking reference standards.
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