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Supplementary Information

This section contains three additional figures (Figures S1-S3) and a table (Table S1) in the following pages
to support the article contents.
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Config

The list of Required 1B, Use this file table to assign adduct modes and tags to the data files.
SMILES, Name and RT (the last two can be

empty). Remember to quote SMILES and Name D select mzML files

entries!

Files mode set tag

//home/eciae/Documents/scratch/20200303_ 1 ix499_neg/mzML's/20200303_ENTACT_RP_mix499_neg_CE15.mzML mH  mix499_M 15
2 ix499_neg/mzML's/20200303_ENTACT_RP_mix499_neg_CE30.mzML mH mix499_M 30
The list of unknowns. Required columns: /0, mz 3 ix499_neg/mzML's/20200303_ENTACT_RP_mix499_neg CE45.mzML mH  mix499 M 45
and RT (RT can be empty). - - -
4 ix499_neg/mzML's/20200303_ENTACT_RP_mix499_neg_CE60.mzML mH mix499_M 60
5  ix499_neg/mzML's/20200303_ENTACT_RP_mix499_neg CET5.mzML mH mix499_M 75
6  ix499_neg/mzML's/20200303_ENTACT_RP_mix499_neg_CE90.mzML mH mix499_M 90
Set table. Required columns ID and set. 4 »

//home/eciae/Documents/scratch/SetiD/2019

B importknowns.  [Import unknowns.

[ import set ID table.

Figure S1: Shinyscreen Input Configuration.

Spectra Extraction and Automatic QA

LY Extract Spectra Processed Sets

Number of processes: set extracted ga ms2

Precursor m/z error (coarse) (+/-): ] 0.5 [Da] mix499_M O

Precursor m/z error (fine) (+/-):(2.5 |[ppm]

EIC m/z error (+/-):|0.001 |[Da] ;] Automatic Quality Control

Retention time tolerance (+/-):|0.5 [min]

Select set(s). Intensity threshold (MS1):
mix499_M 2 Intensity threshold (Ms2):

Signal-to-noise ratio: |3

2 Retention time shift tolerance (+/-):

[min]

Run!
. @ Preprocess!

Figure S2: Spectral Extraction and Prescreening with Shinyscreen. A) Spectral Extraction Settings B)
Automatic Quality Control Settings.
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Figure S3: Prescreening results, negative mode.

Table S1: The number of compounds that passed quality control in Shinyscreen.

Total no. of No. of Compounds that passed the QC No. of Compounds that passed the QC
compounds Positive mode Negative mode

in each mix
(CE15 CE30 CE45 CE60 CE75 CE9D CEI5 CE30 CE45 CEG0 CE7S CEQO
44 47 46 45 44 46 42 40 38 37 37 34

499 95

500 95 36 37 39 38 38 39 33 34 32 33 32 31
501 95 51 46 49 46 45 43 43 39 37 39 36 32
502 95 34 38 3P 33 32 33 36 36 36 33 28 25
503 185 95 97 93 89 96 85 83 81 82 83 76 74
504 185 95 95 92 89 93 87 69 70 70 70 64 63
505 365 199 197 197 191 196 192 187 189 182 179 179 171
506 365 206 197 200 203 202 204 147 147 148 143 143 141
507 95 48 47 45 46 46 45 51 52 52 51 52 52
508 365 203 198 197 192 193 195 167 167 165 162 161 151
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