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1 Introduction
This document summarizes the results of the transformation product (TP) screening workflows. The document was
automatically generated with knitr , Rmarkdown  and pagedown , and converted from HTML to PDF format with
Chrome . The full code to generate this report and a complete listing of all used software is available in .
The sections in this document are organized as follows:

First level: the screening workflow approach (structure/formula suspect screening and structure/formula unknowns)
Second level: the parent compound (flecainide, metoprolol, sulfamethoxazole or phenazone)
Third level: candidate TP feature
Fourth level: annotation candidates for the TP feature

1.1 Data for candidate TP features
The candidate TP feature sections are named by the feature name assigned by patRoon, which is formatted as MX_RY_Z,
with X being the m/z (rounded to zero decimal places), Y the retention time in seconds (rounded to zero decimal places)
and Z a unique number to discriminate features with equal X/Y. The candidate TP feature sections include the following
data:

Chromatogram. Displays the peak of the feature from the sample with the highest intensity.
Regression plot. A scatter plot with regression lines of normalized feature intensity versus initial parent
concentration from the mix experiments with significant regression.
Experimental table. Summarizes relative intensities in the experiments with parent mixture (‘mix’), single parents
(‘single’) and dark controls (‘dark’). Furthermore, the table contains the correlation coefficient (R ) and significance
(p) for the tested initial parent concentrations of mix experiments. Each row describes the data for an experiment,
and is greyed out if the observed regression was insignificant. Empty cells indicate no observations were available
(e.g. feature intensity below threshold). Experimental remarks are shown as superscript numbers, which are
explained in Table 1.

Table 1. Description of remarks that are referred to inside the experimental tables.

Remark Description

#1 Features removed during post-processing due to high intensity deviation in replicates (>75% RSD).
#2 Features removed during post-processing as some were missing in replicates.
#3 The feature intensity was below set thresholds and therefore not detected or post-filtered.
#4 Poor regression due to high variability caused by low intensity features.
#5 Poor regression due to an outlier.
#6 Poor regression due to intensity variability caused by poor chromatography.

#7

There were two very closely eluting features observed with the same m/z in all experiments. The
feature detection algorithm only assigned one of the two features in each sample, and which one
was assigned varied across samples. As a result, a negative slope was observed for U and poor
regression for UH. Nevertheless, the MS  data used for annotation was consistently taken from the
second feature, hence, the annotation results reported here only concern this feature.

#8
The reported intensity is less accurate due to wrong peak assignment in one out of the two
replicates.

1–3 4–6 7

8 9

2

2
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1.2 Data for annotation candidates
The annotation candidates are automatically named with a format consisting of four parts:

[SuS|SuF|UnC|UnF]-[FLE|MET|SMX|PHE]-MXXX-Y

The four parts are:

1. the screening type

SuS, SuF: suspect screening of structures or formulas, respectively
UnC, UnF: screening of unknowns from compound and formula candidates, respectively

2. the parent compound

FLE: flecainide
MET: metoprolol
SMX: sulfamethoxazole
PHE: phenazone

3. the m/z rounded to zero decimals
4. a unique numeric identifier to discern TPs with equal rounded mass

For instance, SuF-MET-M302-1 is the first unique TP candidate with m/z 302 for metoprolol and found by structure
suspect screening.

The annotation candidate sections include the following data:

Structural transformation (only for candidates with structure information). This includes highlights of atoms and
chemical bonds removed from the parent (greyed out) or different in the TP (marked yellow).
Formula transformation (only for candidates without structure information).
Summary table. Summarizes key chemistry, transformation and annotation properties (described in Table 2).
Annotated MS  spectrum (if available). The mass peaks are marked as explained by compound annotation
(‘metfrag’), formula annotation (‘genform’), both (‘metfrag,genform’), the unfragmented precursor ion (‘precursor’)
or otherwise unexplained (‘unassigned’). Mass peaks are annotated with fragment formulas if available. The m/z
axis of the spectrum is zoomed in on the detected MS  peaks to improve the readability of the formula annotations.

Table 2. Property descriptions for the summary tables in the annotation candidate sections.

Property Description

Formula The formula of the TP and its difference to the parent.
SMILES The SMILES of the TP (if available).
m/z error The difference between the observed and expected m/z.
XLog P The Log P value (calculated as XLog P with rcdk ) and its difference to the parent.
Data source(s) Data sources such as prediction algorithm, literature references and PubChem  identifiers.

In silico similarity
The cosine similarity between the MS  spectrum with only annotated peaks and the full MS
spectrum. Reported for formula annotations and compound annotations (if available).

ID confidence level
The identification confidence level assigned as described in Supporting Information section
S1.9.

Fit, TP_sim, TP_score TP similarity and scoring values, as described in the Materials & Method section.
Other matches Names of features that were also matched with this candidate structure/formula.

2

2

10

11

2 2
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1.3 Additional notes and limitations
The graphics for molecular transformation highlight changes in aromaticity, which may lead to unexpected markings in
some cases (see e.g. SuS-MET-M282-5). Furthermore, since the software used to depict the molecular structures lacks
support to fully align parent and TP structures, the orientation of these may differ.
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2 Candidates from structure suspect screening
2.1 Parent ‘flecainide’
2.1.1 Feature ‘M147_R255_4120’

RT: 4.2 (Δ -4.1) min; m/z: 147.1128 (Δ -268.0335)
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) mixU ( R2 0.6 )

Condition mix 25 mix 75 mix 150 RSQ p slope single dark

U 44% 48% 95% 0.60 0.015 0.42%

UH

UHN 28%

2.1.1.1 Candidate ‘SuS-FLE-M147-1’

Formula C6H14N2O2 (Δ -C11H6OF6)

SMILES C(CC(=O)O)CC(N)CN

m/z error +0.0 mDa

XLog P -1.0 (Δ -5.7)

Data source(s) BTE

In silico similarity 0.00 (formula)

ID confidence level 4c

Fit
fitformula: 1.00

fitcompound: 0.70

No MS/MS annotations

6
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2.1.2 Feature ‘M333_R474_5934’

RT: 7.9 (Δ -0.4) min; m/z: 333.1417 (Δ -82.0046)
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Condition mix 25 mix 75 mix 150 RSQ p slope single dark

U

UH

UHN 51% 93% 0.93 0.002 0.56% 39%

2.1.2.1 Candidate ‘SuS-FLE-M333-1’

Formula C15H19F3N2O3 (Δ -C2HF3)

SMILES Oc1ccc(OCC(F)(F)F)c(c1)C(=O)NCC1CCCCN1

m/z error -0.3 mDa

XLog P 2.9 (Δ -1.7)

Data source(s) CTS, BTE, BTH

In silico similarity 0.00 (formula)

ID confidence level 5

Fit
fitformula: 1.00

fitcompound: 1.00

Other matches M333_R393_6915

No MS/MS annotations
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2.1.2.2 Candidate ‘SuS-FLE-M333-2’

Formula C15H19F3N2O3 (Δ -C2HF3)

SMILES Oc1ccc(OCC(F)(F)F)cc1C(=O)NCC1CCCCN1

m/z error -0.3 mDa

XLog P 3.7 (Δ -0.9)

Data source(s) CTS, BTE, BTH

In silico similarity 0.00 (formula)

ID confidence level 5

Fit
fitformula: 1.00

fitcompound: 1.00

Other matches M333_R393_6915

No MS/MS annotations



8

2.1.3 Feature ‘M333_R393_6915’

RT: 6.6 (Δ -1.8) min; m/z: 333.1423 (Δ -82.0040)
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UHN 49% 92% 0.86 0.007 0.56% 65%

2.1.3.1 Candidate ‘SuS-FLE-M333-1’

Formula C15H19F3N2O3 (Δ -C2HF3)

SMILES Oc1ccc(OCC(F)(F)F)c(c1)C(=O)NCC1CCCCN1

m/z error +0.2 mDa

XLog P 2.9 (Δ -1.7)

Data source(s) CTS, BTE, BTH

In silico similarity 0.00 (formula)

ID confidence level 5

Fit
fitformula: 1.00

fitcompound: 1.00

Other matches M333_R474_5934

No MS/MS annotations
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2.1.3.2 Candidate ‘SuS-FLE-M333-2’

Formula C15H19F3N2O3 (Δ -C2HF3)

SMILES Oc1ccc(OCC(F)(F)F)cc1C(=O)NCC1CCCCN1

m/z error +0.2 mDa

XLog P 3.7 (Δ -0.9)

Data source(s) CTS, BTE, BTH

In silico similarity 0.00 (formula)

ID confidence level 5

Fit
fitformula: 1.00

fitcompound: 1.00

Other matches M333_R474_5934

No MS/MS annotations



10

2.2 Parent ‘metoprolol’
2.2.1 Feature ‘M74_R251_2797’

RT: 4.2 (Δ -2.7) min; m/z: 74.0589 (Δ -194.1328)
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Condition mix 25 mix 75 mix 150 RSQ p slope single dark

U 40% 48% 77% 0.60 0.014 0.3% 2%

UH 4%

UHN 29% 3%

2.2.1.1 Candidate ‘SuS-MET-M74-1’

Formula C3H7NO (Δ -C12H18O2)

SMILES C=C(O)CN

m/z error -1.1 mDa

XLog P -0.4 (Δ -2.0)

Data source(s) LIT (a)

In silico similarity NA

ID confidence level 5

Fit
fitformula: 1.00

fitcompound: 0.80

No MS/MS annotations

6

2

http://dx.doi.org/10.1016/j.cej.2015.07.091
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2.2.2 Feature ‘M226_R366_2919’

RT: 6.1 (Δ -0.7) min; m/z: 226.1437 (Δ -42.0481)
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mixUH ( R2 0.95 )
mixUHN ( R2 0.99 )

Condition mix 25 mix 75 mix 150 RSQ p slope single dark

U 9% 28% 63% 0.95 0.000 0.43% 16%

UH 7% 21% 46% 0.95 0.000 0.31% 7%

UHN 15% 41% 96% 0.99 0.000 0.66% 20%

2.2.2.1 Candidate ‘SuS-MET-M226-3’

Formula C12H19NO3 (Δ -C3H6)

SMILES NCC(COC1=CC=C(C=C1)CCOC)O

m/z error -0.1 mDa

XLog P 0.4 (Δ -1.3)

Data source(s) BTE, BTH, LIT (a, b, c, d, e, f)

In silico similarity 1.00 (formula), 0.95 (compound)

ID confidence level 3a

Fit
fitformula: 1.00

fitcompound: 1.00 110 130 150 170
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https://doi.org/10.1016/j.jhazmat.2016.05.072
https://doi.org/10.1016/j.jhazmat.2018.11.055
https://doi.org/10.1002/bmc.1721
https://doi.org/10.1016/j.cej.2020.126482
http://dx.doi.org/10.1016/j.cej.2015.07.091
https://doi.org/10.1016/j.jhazmat.2019.120851
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2.2.2.2 Candidate ‘SuS-MET-M226-2’

Formula C12H19NO3 (Δ -C3H6)

SMILES NC(CCOC1=CC=C(C=C1)CCOC)O

m/z error -0.1 mDa

XLog P 0.8 (Δ -0.8)

Data source(s) BTE

In silico similarity 1.00 (formula), 0.95 (compound)

ID confidence level 3d

Fit
fitformula: 1.00

fitcompound: 0.94 110 130 150 170
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2.2.2.3 Candidate ‘SuS-MET-M226-1’

Formula C12H19NO3 (Δ -C3H6)

SMILES CC(C)NCC(O)COc1ccc(O)cc1

m/z error -0.1 mDa

XLog P 1.4 (Δ -0.3)

Data source(s) LIT (a, b)

In silico similarity 1.00 (formula), 0.00 (compound)

ID confidence level 4a

Fit
fitformula: 1.00

fitcompound: 0.94 110 130 150 170
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2.2.3 Feature ‘M238_R327_2828’

RT: 5.5 (Δ -1.4) min; m/z: 238.1437 (Δ -30.0481)
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mixUHN ( R2 0.94 )

Condition mix 25 mix 75 mix 150 RSQ p slope single dark

U 21% 57% 95% 0.98 0.000 0.58% 34%

UH 9% 20% 36% 0.98 0.000 0.22% 16%

UHN 2% 4% 9% 0.94 0.000 0.05% 5%

2.2.3.1 Candidate ‘SuS-MET-M238-1’

Formula C13H19NO3 (Δ -C2H6)

SMILES CC(C)NCC(O)COc1ccc(C=O)cc1

m/z error -0.1 mDa

XLog P 1.5 (Δ -0.2)

Data source(s) LIT (a, b)

In silico similarity 1.00 (formula), 0.72 (compound)

ID confidence level 3d

Fit
fitformula: 1.00

fitcompound: 0.94 100 150 200 250
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https://doi.org/10.1016/j.cej.2020.126482
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2.2.4 Feature ‘M240_R303_6188’

RT: 5.0 (Δ -1.8) min; m/z: 240.1592 (Δ -28.0325)
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UHN 59%

2.2.4.1 Candidate ‘SuS-MET-M240-1’

Formula C13H21NO3 (Δ -C2H4)

SMILES CC(C)NCC(O)COc1ccc(CO)cc1

m/z error -0.2 mDa

XLog P 1.0 (Δ -0.7)

Data source(s) LIT (a, b, c, d)

In silico similarity 0.00 (formula), 0.00 (compound)

ID confidence level 5

Fit
fitformula: 1.00

fitcompound: 0.94 220 230 240 250 260
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https://doi.org/10.1016/j.jhazmat.2016.05.072
https://doi.org/10.1016/j.jhazmat.2018.11.055
https://doi.org/10.1016/j.cej.2020.126482
http://dx.doi.org/10.1016/j.cej.2015.07.091
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2.2.5 Feature ‘M252_R350_3882’

RT: 5.8 (Δ -1.0) min; m/z: 252.1593 (Δ -16.0324)
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U 23% 58% 94% 0.92 0.000 0.56% 49%

UH 11% 22% 0.96 0.001 0.15% 15%

UHN 6%

2.2.5.1 Candidate ‘SuS-MET-M252-1’

Formula C14H21NO3 (Δ -CH4)

SMILES C=C(C)NCC(COC1=CC=C(C=C1)CCO)O

m/z error -0.1 mDa

XLog P 1.2 (Δ -0.4)

Data source(s) BTH

In silico similarity 1.00 (formula), 0.00 (compound)

ID confidence level 4a

Fit
fitformula: 1.00

fitcompound: 0.94 100 150 200 250
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2.2.5.2 Candidate ‘SuS-MET-M252-2’

Formula C14H21NO3 (Δ -CH4)

SMILES CC(C)NCC(COC1=CC=C(C=C1)CCO)=O

m/z error -0.1 mDa

XLog P 1.1 (Δ -0.5)

Data source(s) BTE, BTH

In silico similarity 1.00 (formula), 0.00 (compound)

ID confidence level 4a

Fit
fitformula: 1.00

fitcompound: 0.94 100 150 200 250

m/z
In

te
ns

ity

50
00

10
00

0
15

00
0

C
6H

6N
O

C
14

H
22

N
O

3

genform
precursor

2.2.5.3 Candidate ‘SuS-MET-M252-3’

Formula C14H21NO3 (Δ -CH4)

SMILES CC(C)NCC(COC1=CC=C(C=C1)CC=O)O

m/z error -0.1 mDa

XLog P 1.6 (Δ -0.0)

Data source(s) BTE, BTH, LIT (a, b, c, d)

In silico similarity 1.00 (formula), 0.00 (compound)

ID confidence level 4a

Fit
fitformula: 1.00

fitcompound: 0.94 100 150 200 250
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https://doi.org/10.1016/j.jhazmat.2016.05.072
https://doi.org/10.1016/j.jhazmat.2018.11.055
https://doi.org/10.1016/j.cej.2020.126482
http://dx.doi.org/10.1016/j.cej.2015.07.091
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2.2.5.4 Candidate ‘SuS-MET-M252-4’

Formula C14H21NO3 (Δ -CH4)

SMILES CC(C)NC(CCOC1=CC=C(C=C1)CC=O)O

m/z error -0.1 mDa

XLog P 2.1 (Δ +0.5)

Data source(s) BTE

In silico similarity 1.00 (formula), 0.00 (compound)

ID confidence level 4a

Fit
fitformula: 1.00

fitcompound: 0.89 100 150 200 250
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2.2.6 Feature ‘M254_R347_8601’

RT: 5.8 (Δ -1.1) min; m/z: 254.1384 (Δ -14.0534)
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Condition mix 25 mix 75 mix 150 RSQ p slope single dark

U

UH 53% 84% 0.70 0.039 0.42%

UHN

2.2.6.1 Candidate ‘SuS-MET-M254-1’

Formula C13H19NO4 (Δ -C2H6 +O)

SMILES CC(C)NCC(O)COc1ccc(C=O)cc1O

m/z error -0.3 mDa

XLog P 0.8 (Δ -0.8)

Data source(s) LIT (a, b)

In silico similarity 0.96 (formula), 0.27 (compound)

ID confidence level 4a

Fit
fitformula: 0.97

fitcompound: 0.89

Other matches M254_R321_3770
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https://doi.org/10.1016/j.jhazmat.2018.11.055
http://dx.doi.org/10.1016/j.cej.2015.07.091
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2.2.6.2 Candidate ‘SuS-MET-M254-3’

Formula C13H19NO4 (Δ -C2H6 +O)

SMILES CC(C)NCC(O)COc1ccc(C=O)c(O)c1

m/z error -0.3 mDa

XLog P 1.5 (Δ -0.1)

Data source(s) LIT (a, b)

In silico similarity 0.96 (formula), 0.27 (compound)

ID confidence level 4a

Fit
fitformula: 0.97

fitcompound: 0.89

Other matches M254_R321_3770
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2.2.6.3 Candidate ‘SuS-MET-M254-4’

Formula C13H19NO4 (Δ -C2H6 +O)

SMILES CC(C)NCC(O)COc1ccc(C(=O)O)cc1

m/z error -0.3 mDa

XLog P 1.4 (Δ -0.3)

Data source(s) LIT (a)

In silico similarity 0.96 (formula), 0.27 (compound)

ID confidence level 4a

Fit
fitformula: 0.97

fitcompound: 0.89

Other matches M254_R321_3770
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https://doi.org/10.1016/j.jhazmat.2018.11.055
http://dx.doi.org/10.1016/j.cej.2015.07.091
https://doi.org/10.1016/j.cej.2020.126482
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2.2.7 Feature ‘M254_R321_3770’

RT: 5.3 (Δ -1.5) min; m/z: 254.1386 (Δ -14.0532)
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mixUH ( R2 0.96 )

Condition mix 25 mix 75 mix 150 RSQ p slope single dark

U 25% 60% 92% 0.93 0.000 0.53% 8%

UH 10% 20% 35% 0.96 0.000 0.2%

UHN 9%

2.2.7.1 Candidate ‘SuS-MET-M254-1’

Formula C13H19NO4 (Δ -C2H6 +O)

SMILES CC(C)NCC(O)COc1ccc(C=O)cc1O

m/z error -0.1 mDa

XLog P 0.8 (Δ -0.8)

Data source(s) LIT (a, b)

In silico similarity 1.00 (formula), 0.85 (compound)

ID confidence level 3d

Fit
fitformula: 0.97

fitcompound: 0.89

Other matches M254_R347_8601
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https://doi.org/10.1016/j.jhazmat.2018.11.055
http://dx.doi.org/10.1016/j.cej.2015.07.091


21

2.2.7.2 Candidate ‘SuS-MET-M254-3’

Formula C13H19NO4 (Δ -C2H6 +O)

SMILES CC(C)NCC(O)COc1ccc(C=O)c(O)c1

m/z error -0.1 mDa

XLog P 1.5 (Δ -0.1)

Data source(s) LIT (a, b)

In silico similarity 1.00 (formula), 0.85 (compound)

ID confidence level 3d

Fit
fitformula: 0.97

fitcompound: 0.89

Other matches M254_R347_8601
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2.2.7.3 Candidate ‘SuS-MET-M254-4’

Formula C13H19NO4 (Δ -C2H6 +O)

SMILES CC(C)NCC(O)COc1ccc(C(=O)O)cc1

m/z error -0.1 mDa

XLog P 1.4 (Δ -0.3)

Data source(s) LIT (a)

In silico similarity 1.00 (formula), 0.85 (compound)

ID confidence level 3d

Fit
fitformula: 0.97

fitcompound: 0.89

Other matches M254_R347_8601
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https://doi.org/10.1016/j.jhazmat.2018.11.055
http://dx.doi.org/10.1016/j.cej.2015.07.091
https://doi.org/10.1016/j.cej.2020.126482
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2.2.8 Feature ‘M254_R336_4164’

RT: 5.6 (Δ -1.2) min; m/z: 254.1750 (Δ -14.0168)
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) mixUH ( R2 0.97 )

Condition mix 25 mix 75 mix 150 RSQ p slope single dark

U 55% 40%

UH 54% 95% 0.97 0.000 0.54% 41%

UHN 56% 44%

2.2.8.1 Candidate ‘SuS-MET-M254-2’

Formula C14H23NO3 (Δ -CH2)

SMILES CC(C)NCC(O)COc1ccc(C(C)O)cc1

m/z error -0.1 mDa

XLog P 1.5 (Δ -0.2)

Data source(s) LIT (a)

In silico similarity 0.00 (formula), 0.00 (compound)

ID confidence level 5

Fit
fitformula: 1.00

fitcompound: 0.94 230 240 250 260 270 280
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https://doi.org/10.1016/j.jhazmat.2018.11.055
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2.2.8.2 Candidate ‘SuS-MET-M254-5’

Formula C14H23NO3 (Δ -CH2)

SMILES CC(C)NC(CCOC1=CC=C(C=C1)CCO)O

m/z error -0.1 mDa

XLog P 1.6 (Δ -0.0)

Data source(s) BTE

In silico similarity 0.00 (formula), 0.00 (compound)

ID confidence level 5

Fit
fitformula: 1.00

fitcompound: 0.94 230 240 250 260 270 280
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2.2.8.3 Candidate ‘SuS-MET-M254-6’

Formula C14H23NO3 (Δ -CH2)

SMILES CC(C)NCC(COC1=CC=C(C=C1)CCO)O

m/z error -0.1 mDa

XLog P 1.1 (Δ -0.5)

Data source(s) BTE, BTH, PC (162181), LIT (a, b, c)

In silico similarity 0.00 (formula), 0.00 (compound)

ID confidence level 5

Fit
fitformula: 1.00

fitcompound: 1.00 230 240 250 260 270 280

m/z

In
te

ns
ity

0
10

00
20

00 C
14

H
24

N
O

3 precursor

https://pubchem.ncbi.nlm.nih.gov/compound/162181
https://doi.org/10.1016/j.jhazmat.2016.05.072
https://doi.org/10.1016/j.jhazmat.2018.11.055
https://doi.org/10.1016/j.cej.2020.126482
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2.2.9 Feature ‘M268_R384_4267’

RT: 6.4 (Δ -0.4) min; m/z: 268.1906 (Δ -0.0012)
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) mixU ( R2 0.81 )

Condition mix 25 mix 75 mix 150 RSQ p slope single dark

U 38% 80% 0.81 0.015 0.56% 45%

UH

UHN 22% 36%

2.2.9.1 Candidate ‘SuS-MET-M268-1’

Formula C15H25NO3 (no difference)

SMILES CC(C)NC(CCOC1=CC=C(C=C1)CCOC)O

m/z error -0.2 mDa

XLog P 2.1 (Δ +0.5)

Data source(s) BTE

In silico similarity 1.00 (formula), 1.00 (compound)

ID confidence level 3d

Fit
fitformula: 1.00

fitcompound: 0.95 100 150 200 250 300

m/z

In
te

ns
ity

50
00

10
00

0
15

00
0

C
6H

12
N

C
10

H
13

O
2

C
15

H
24

N
O

2
C

15
H

26
N

O
3

precursor
metfrag,genform

3



25

2.2.10 Feature ‘M282_R397_5476’

RT: 6.6 (Δ -0.2) min; m/z: 282.1699 (Δ +13.9782)
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Condition mix 25 mix 75 mix 150 RSQ p slope single dark

U 74%

UH 49% 95% 0.95 0.001 0.61% 59%

UHN 57%

2.2.10.1 Candidate ‘SuS-MET-M282-1’

Formula C15H23NO4 (Δ -H2 +O)

SMILES C=C(C)NCC(COC1=CC=C(C=C1)C(COC)O)O

m/z error -0.1 mDa

XLog P 0.9 (Δ -0.7)

Data source(s) BTH

In silico similarity 0.00 (formula)

ID confidence level 5

Fit
fitformula: 0.98

fitcompound: 0.95

No MS/MS annotations
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2.2.10.2 Candidate ‘SuS-MET-M282-2’

Formula C15H23NO4 (Δ -H2 +O)

SMILES C=C(C)NCC(COC1=CC(=C(C=C1)CCOC)O)O

m/z error -0.1 mDa

XLog P 1.3 (Δ -0.3)

Data source(s) BTH

In silico similarity 0.00 (formula)

ID confidence level 5

Fit
fitformula: 0.98

fitcompound: 0.95

No MS/MS annotations

2.2.10.3 Candidate ‘SuS-MET-M282-3’

Formula C15H23NO4 (Δ -H2 +O)

SMILES C(C(C)NCC(COC1=CC=C(C=C1)CCOC)O)=O

m/z error -0.1 mDa

XLog P 1.1 (Δ -0.6)

Data source(s) BTH

In silico similarity 0.00 (formula)

ID confidence level 5

Fit
fitformula: 0.98

fitcompound: 1.00

No MS/MS annotations
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2.2.10.4 Candidate ‘SuS-MET-M282-4’

Formula C15H23NO4 (Δ -H2 +O)

SMILES C(C(=C)NCC(COC1=CC=C(C=C1)CCOC)O)O

m/z error -0.1 mDa

XLog P 0.7 (Δ -1.0)

Data source(s) BTH

In silico similarity 0.00 (formula)

ID confidence level 5

Fit
fitformula: 0.98

fitcompound: 0.95

No MS/MS annotations

2.2.10.5 Candidate ‘SuS-MET-M282-5’

Formula C15H23NO4 (Δ -H2 +O)

SMILES C=C(C)NCC(COC=1C2C(C(=CC1)CCOC)O2)O

m/z error -0.1 mDa

XLog P -0.0 (Δ -1.6)

Data source(s) BTH

In silico similarity 0.00 (formula)

ID confidence level 5

Fit
fitformula: 0.98

fitcompound: 0.47

No MS/MS annotations
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2.2.10.6 Candidate ‘SuS-MET-M282-6’

Formula C15H23NO4 (Δ -H2 +O)

SMILES CC(C)NCC(O)COc1ccc(CCOC=O)cc1

m/z error -0.1 mDa

XLog P 1.6 (Δ -0.0)

Data source(s) LIT (a, b)

In silico similarity 0.00 (formula)

ID confidence level 5

Fit
fitformula: 0.98

fitcompound: 1.00

No MS/MS annotations

2.2.10.7 Candidate ‘SuS-MET-M282-7’

Formula C15H23NO4 (Δ -H2 +O)

SMILES COC(=O)Cc1ccc(OCC(O)CNC(C)C)cc1

m/z error -0.1 mDa

XLog P 1.5 (Δ -0.1)

Data source(s) LIT (a, b, c)

In silico similarity 0.00 (formula)

ID confidence level 5

Fit
fitformula: 0.98

fitcompound: 1.00

No MS/MS annotations

https://doi.org/10.1016/j.jhazmat.2016.05.072
https://doi.org/10.1016/j.jhazmat.2018.11.055
https://doi.org/10.1016/j.jhazmat.2016.05.072
https://doi.org/10.1016/j.jhazmat.2018.11.055
https://doi.org/10.1016/j.cej.2020.126482
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2.2.10.8 Candidate ‘SuS-MET-M282-8’

Formula C15H23NO4 (Δ -H2 +O)

SMILES COCCc1ccc(OC(=O)C(O)CNC(C)C)cc1

m/z error -0.1 mDa

XLog P 1.2 (Δ -0.4)

Data source(s) LIT (a)

In silico similarity 0.00 (formula)

ID confidence level 5

Fit
fitformula: 0.98

fitcompound: 1.00

No MS/MS annotations

2.2.10.9 Candidate ‘SuS-MET-M282-9’

Formula C15H23NO4 (Δ -H2 +O)

SMILES CC(C)NCC(COC1=CC=C(C=C1)C(COC)O)=O

m/z error -0.1 mDa

XLog P 0.9 (Δ -0.8)

Data source(s) BTH

In silico similarity 0.00 (formula)

ID confidence level 5

Fit
fitformula: 0.98

fitcompound: 0.95

No MS/MS annotations

http://dx.doi.org/10.1016/j.cej.2015.07.091
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2.2.10.10 Candidate ‘SuS-MET-M282-10’

Formula C15H23NO4 (Δ -H2 +O)

SMILES CC(C)NCC(COC1=CC(=C(C=C1)CCOC)O)=O

m/z error -0.1 mDa

XLog P 1.2 (Δ -0.4)

Data source(s) BTH

In silico similarity 0.00 (formula)

ID confidence level 5

Fit
fitformula: 0.98

fitcompound: 0.95

No MS/MS annotations

2.2.10.11 Candidate ‘SuS-MET-M282-11’

Formula C15H23NO4 (Δ -H2 +O)

SMILES C(C(C)NCC(COC1=CC=C(C=C1)CCOC)=O)O

m/z error -0.1 mDa

XLog P 0.5 (Δ -1.1)

Data source(s) BTH

In silico similarity 0.00 (formula)

ID confidence level 5

Fit
fitformula: 0.98

fitcompound: 0.95

No MS/MS annotations
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2.2.10.12 Candidate ‘SuS-MET-M282-12’

Formula C15H23NO4 (Δ -H2 +O)

SMILES CC(C)NCC(COC=1C2C(C(=CC1)CCOC)O2)=O

m/z error -0.1 mDa

XLog P -0.1 (Δ -1.7)

Data source(s) BTH

In silico similarity 0.00 (formula)

ID confidence level 5

Fit
fitformula: 0.98

fitcompound: 0.47

No MS/MS annotations

2.2.10.13 Candidate ‘SuS-MET-M282-13’

Formula C15H23NO4 (Δ -H2 +O)

SMILES CC(C)NCC(COC1=CC=C(C=C1)C(COC)=O)O

m/z error -0.1 mDa

XLog P 1.1 (Δ -0.5)

Data source(s) BTH, LIT (a, b, c)

In silico similarity 0.00 (formula)

ID confidence level 5

Fit
fitformula: 0.98

fitcompound: 1.00

No MS/MS annotations

https://doi.org/10.1016/j.jhazmat.2016.05.072
https://doi.org/10.1016/j.jhazmat.2018.11.055
https://doi.org/10.1016/j.cej.2020.126482
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2.2.11 Feature ‘M284_R387_3283’

RT: 6.4 (Δ -0.4) min; m/z: 284.1851 (Δ +15.9934)
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mixUHN ( R2 0.95 )

Condition mix 25 mix 75 mix 150 RSQ p slope single dark

U 6% 2%

UH 3% 15% 37% 0.84 0.000 0.27% 12%

UHN 10% 36% 87% 0.95 0.000 0.62% 49%

2.2.11.1 Candidate ‘SuS-MET-M284-1’

Formula C15H25NO4 (Δ +O)

SMILES COCCc1ccc(OCC(O)CNC(C)C)c(O)c1

m/z error -0.5 mDa

XLog P 1.0 (Δ -0.7)

Data source(s) LIT (a, b)

In silico similarity 0.94 (formula), 0.92 (compound)

ID confidence level 3d

Fit
fitformula: 1.00

fitcompound: 1.00

Other matches M284_R326_2405
100 150 200 250 300

m/z

In
te

ns
ity

50
00

10
00

0
15

00
0

C
3H

8N
O

C
6H

9O
C

6H
12

N
C

6H
14

N
C

5H
12

N
O

C
6H

12
N

O
C

6H
14

N
O

C
8H

9O
C

8H
11

O C
8H

9O
2

C
10

H
11

O
C

9H
9O

2
C

10
H

11
O

2 C
11

H
11

O
2

C
11

H
14

N
O

2
C

11
H

13
O

3
C

12
H

15
O

3

C
15

H
26

N
O

4

metfrag
genform
precursor
metfrag,genform

https://doi.org/10.1016/j.cej.2020.126482
http://dx.doi.org/10.1016/j.cej.2015.07.091
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2.2.11.2 Candidate ‘SuS-MET-M284-2’

Formula C15H25NO4 (Δ +O)

SMILES CC(C)NCC(COC1=CC=C(C=C1)C(COC)O)O

m/z error -0.5 mDa

XLog P 0.9 (Δ -0.8)

Data source(s) BTH, PC (114962), LIT (a, b, c)

In silico similarity 0.94 (formula), 0.94 (compound)

ID confidence level 3d

Fit
fitformula: 1.00

fitcompound: 1.00

Other matches M284_R326_2405
100 150 200 250 300

m/z

In
te

ns
ity

50
00

10
00

0
15

00
0

C
3H

8N
O

C
6H

9O
C

6H
12

N
C

6H
14

N
C

5H
12

N
O

C
6H

12
N

O
C

6H
14

N
O

C
8H

9O
C

8H
11

O C
8H

9O
2

C
10

H
11

O
C

9H
9O

2
C

10
H

11
O

2 C
11

H
11

O
2

C
11

H
14

N
O

2
C

11
H

13
O

3
C

12
H

15
O

3

C
15

H
26

N
O

4

metfrag
genform
precursor
metfrag,genform

2.2.11.3 Candidate ‘SuS-MET-M284-3’

Formula C15H25NO4 (Δ +O)

SMILES CC(C)NCC(COC1=CC(=C(C=C1)CCOC)O)O

m/z error -0.5 mDa

XLog P 1.2 (Δ -0.4)

Data source(s) BTH, LIT (a, b)

In silico similarity 0.94 (formula), 0.92 (compound)

ID confidence level 3d

Fit
fitformula: 1.00

fitcompound: 1.00

Other matches M284_R326_2405
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https://pubchem.ncbi.nlm.nih.gov/compound/114962
https://doi.org/10.1016/j.jhazmat.2016.05.072
https://doi.org/10.1016/j.jhazmat.2018.11.055
https://doi.org/10.1016/j.cej.2020.126482
https://doi.org/10.1016/j.cej.2020.126482
http://dx.doi.org/10.1016/j.cej.2015.07.091
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2.2.11.4 Candidate ‘SuS-MET-M284-4’

Formula C15H25NO4 (Δ +O)

SMILES C(C(C)NCC(COC1=CC=C(C=C1)CCOC)O)O

m/z error -0.5 mDa

XLog P 0.5 (Δ -1.1)

Data source(s) BTH

In silico similarity 0.94 (formula), 0.88 (compound)

ID confidence level 3d

Fit
fitformula: 1.00

fitcompound: 1.00

Other matches M284_R326_2405
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2.2.11.5 Candidate ‘SuS-MET-M284-5’

Formula C15H25NO4 (Δ +O)

SMILES CC(C)NCC(COC=1C2C(C(=CC1)CCOC)O2)O

m/z error -0.5 mDa

XLog P -0.1 (Δ -1.7)

Data source(s) BTH

In silico similarity 0.94 (formula), 0.92 (compound)

ID confidence level 3d

Fit
fitformula: 1.00

fitcompound: 0.53

Other matches M284_R326_2405
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2.2.12 Feature ‘M284_R326_2405’

RT: 5.4 (Δ -1.4) min; m/z: 284.1856 (Δ +15.9938)
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mixUH ( R2 0.98 )
mixUHN ( R2 0.99 )

Condition mix 25 mix 75 mix 150 RSQ p slope single dark

U 9% 27% 55% 0.99 0.000 0.37% 21% 7%

UH 18% 47% 92% 0.98 0.000 0.59%

UHN 10% 28% 60% 0.99 0.000 0.4% 34% 6%

2.2.12.1 Candidate ‘SuS-MET-M284-1’

Formula C15H25NO4 (Δ +O)

SMILES COCCc1ccc(OCC(O)CNC(C)C)c(O)c1

m/z error -0.1 mDa

XLog P 1.0 (Δ -0.7)

Data source(s) LIT (a, b)

In silico similarity 0.90 (formula), 0.98 (compound)

ID confidence level 3d

Fit
fitformula: 1.00

fitcompound: 1.00

Other matches M284_R387_3283
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https://doi.org/10.1016/j.cej.2020.126482
http://dx.doi.org/10.1016/j.cej.2015.07.091
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2.2.12.2 Candidate ‘SuS-MET-M284-2’

Formula C15H25NO4 (Δ +O)

SMILES CC(C)NCC(COC1=CC=C(C=C1)C(COC)O)O

m/z error -0.1 mDa

XLog P 0.9 (Δ -0.8)

Data source(s) BTH, PC (114962), LIT (a, b, c)

In silico similarity 0.90 (formula), 0.98 (compound)

ID confidence level 3d

Fit
fitformula: 1.00

fitcompound: 1.00

Other matches M284_R387_3283
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2.2.12.3 Candidate ‘SuS-MET-M284-3’

Formula C15H25NO4 (Δ +O)

SMILES CC(C)NCC(COC1=CC(=C(C=C1)CCOC)O)O

m/z error -0.1 mDa

XLog P 1.2 (Δ -0.4)

Data source(s) BTH, LIT (a, b)

In silico similarity 0.90 (formula), 0.98 (compound)

ID confidence level 3d

Fit
fitformula: 1.00

fitcompound: 1.00

Other matches M284_R387_3283
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https://pubchem.ncbi.nlm.nih.gov/compound/114962
https://doi.org/10.1016/j.jhazmat.2016.05.072
https://doi.org/10.1016/j.jhazmat.2018.11.055
https://doi.org/10.1016/j.cej.2020.126482
https://doi.org/10.1016/j.cej.2020.126482
http://dx.doi.org/10.1016/j.cej.2015.07.091
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2.2.12.4 Candidate ‘SuS-MET-M284-4’

Formula C15H25NO4 (Δ +O)

SMILES C(C(C)NCC(COC1=CC=C(C=C1)CCOC)O)O

m/z error -0.1 mDa

XLog P 0.5 (Δ -1.1)

Data source(s) BTH

In silico similarity 0.90 (formula), 0.89 (compound)

ID confidence level 3d

Fit
fitformula: 1.00

fitcompound: 1.00

Other matches M284_R387_3283
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2.2.12.5 Candidate ‘SuS-MET-M284-5’

Formula C15H25NO4 (Δ +O)

SMILES CC(C)NCC(COC=1C2C(C(=CC1)CCOC)O2)O

m/z error -0.1 mDa

XLog P -0.1 (Δ -1.7)

Data source(s) BTH

In silico similarity 0.90 (formula), 0.98 (compound)

ID confidence level 3d

Fit
fitformula: 1.00

fitcompound: 0.53

Other matches M284_R387_3283
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2.3 Parent ‘sulfamethoxazole’
2.3.1 Feature ‘M94_R231_2478’

RT: 3.9 (Δ -3.6) min; m/z: 94.0645 (Δ -159.9952)
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mixUH ( R2 0.88 )
mixUHN ( R2 0.97 )

Condition mix 25 mix 75 mix 150 RSQ p slope single dark

U 12% 38% 72% 0.75 0.003 0.48% 4%

UH 13% 41% 68% 0.88 0.000 0.43% 3%

UHN 11% 28% 54% 0.97 0.000 0.35% 6%

2.3.1.1 Candidate ‘SuS-SMX-M94-1’

Formula C6H7N (Δ -C4H4N2O3S)

SMILES Nc1ccccc1

m/z error -0.7 mDa

XLog P 1.2 (Δ +0.0)

Data source(s) CTS, LIT (a)

In silico similarity NA (formula), 1.00 (compound)

ID confidence level 1

Fit
fitformula: 1.00

fitcompound: 1.00 70 75 80 85 90 95 100
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https://doi.org/10.1016/j.watres.2018.12.007
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2.3.2 Feature ‘M99_R289_3167’

RT: 4.8 (Δ -2.7) min; m/z: 99.0546 (Δ -155.0051)
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mixUH ( R2 0.97 )
mixUHN ( R2 0.99 )

Condition mix 25 mix 75 mix 150 RSQ p slope single dark

U 13% 44% 76% 0.92 0.000 0.5% 98%

UH 14% 35% 77% 0.97 0.000 0.51% 59%

UHN 9% 19% 0.99 0.000 0.13%

2.3.2.1 Candidate ‘SuS-SMX-M99-1’

Formula C4H6N2O (Δ -C6H5NO2S)

SMILES Cc1cc(N)no1

m/z error -0.7 mDa

XLog P 0.5 (Δ -0.7)

Data source(s) CTS, BTE, LIT (a, b, c, d, e, f, g, h)

In silico similarity NA (formula), 0.00 (compound)

ID confidence level 1

Fit
fitformula: 1.00

fitcompound: 1.00

Other matches M99_R136_3553
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https://doi.org/10.1016/j.watres.2009.04.006
https://doi.org/10.1016/j.jallcom.2018.04.286
https://doi.org/10.1016/j.cattod.2020.01.047
https://doi.org/10.1039/C9EM00254E
https://doi.org/10.1016/j.apcatb.2020.119297
https://doi.org/10.1016/j.jhazmat.2020.124377
https://doi.org/10.1039/C7RA09325J
https://doi.org/10.1016/j.watres.2018.12.007
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2.3.3 Feature ‘M99_R136_3553’

RT: 2.3 (Δ -5.2) min; m/z: 99.0547 (Δ -155.0050)
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mixUH ( R2 0.98 )

Condition mix 25 mix 75 mix 150 RSQ p slope single dark

U 12% 44% 84% 0.95 0.000 0.58% 28%

UH 5% 17% 36% 0.98 0.000 0.24% 24%

UHN 12%

2.3.3.1 Candidate ‘SuS-SMX-M99-1’ (DISPROVED)

Formula C4H6N2O (Δ -C6H5NO2S)

SMILES Cc1cc(N)no1

m/z error -0.6 mDa

XLog P 0.5 (Δ -0.7)

Data source(s) CTS, BTE, LIT (a, b, c, d, e, f, g, h)

In silico similarity NA (formula), 0.00 (compound)

ID confidence level disproved by standard

Fit
fitformula: 1.00

fitcompound: 1.00

Other matches M99_R289_3167
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https://doi.org/10.1016/j.watres.2009.04.006
https://doi.org/10.1016/j.jallcom.2018.04.286
https://doi.org/10.1016/j.cattod.2020.01.047
https://doi.org/10.1039/C9EM00254E
https://doi.org/10.1016/j.apcatb.2020.119297
https://doi.org/10.1016/j.jhazmat.2020.124377
https://doi.org/10.1039/C7RA09325J
https://doi.org/10.1016/j.watres.2018.12.007
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2.3.4 Feature ‘M110_R126_3769’

RT: 2.1 (Δ -5.4) min; m/z: 110.0600 (Δ -143.9997)
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) mixU ( R2 0.89 )

Condition mix 25 mix 75 mix 150 RSQ p slope single dark

U 29% 53% 81% 0.89 0.000 0.41%

UH 28%

UHN 36% 97% 0.99 0.000 1.21%

2.3.4.1 Candidate ‘SuS-SMX-M110-1’ (DISPROVED)

Formula C6H7NO (Δ -C4H4N2O2S)

SMILES C1(=CC=C(C=C1)N)O

m/z error -0.1 mDa

XLog P 0.8 (Δ -0.4)

Data source(s) BTE

In silico similarity 0.00 (formula)

ID confidence level disproved by standard

Fit
fitformula: 1.00

fitcompound: 0.88

Other matches M110_R177_3768

No MS/MS annotations

3
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2.3.5 Feature ‘M110_R177_3768’

RT: 3.0 (Δ -4.5) min; m/z: 110.0600 (Δ -143.9997)
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mixUHN ( R2 0.96 )

Condition mix 25 mix 75 mix 150 RSQ p slope single dark

U 30% 56% 93% 0.98 0.000 0.51%

UH 12% 32% 48% 0.94 0.000 0.28%

UHN 8% 23% 0.96 0.001 0.2%

2.3.5.1 Candidate ‘SuS-SMX-M110-1’ (DISPROVED)

Formula C6H7NO (Δ -C4H4N2O2S)

SMILES C1(=CC=C(C=C1)N)O

m/z error -0.0 mDa

XLog P 0.8 (Δ -0.4)

Data source(s) BTE

In silico similarity 0.00 (formula), 1.00 (compound)

ID confidence level disproved by standard

Fit
fitformula: 1.00

fitcompound: 0.88

Other matches M110_R126_3769
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2.3.6 Feature ‘M142_R157_5040’

RT: 2.6 (Δ -4.9) min; m/z: 142.0498 (Δ -112.0099)
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mixUH ( R2 0.71 )

Condition mix 25 mix 75 mix 150 RSQ p slope single dark

U 48% 75% 0.70 0.038 0.36%

UH 42% 80% 0.71 0.036 0.51%

UHN

2.3.6.1 Candidate ‘SuS-SMX-M142-1’

Formula C6H7NO3 (Δ -C4H4N2S)

SMILES O=N(=O)C1=CCC(O)C=C1

m/z error -0.1 mDa

XLog P 0.6 (Δ -0.5)

Data source(s) LIT (a)

In silico similarity 0.94 (formula), 0.94 (compound)

ID confidence level 3d

Fit
fitformula: 1.00

fitcompound: 0.20 60 80 100 120
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https://doi.org/10.1039/C7RA09325J
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2.3.6.2 Candidate ‘SuS-SMX-M142-2’

Formula C6H7NO3 (Δ -C4H4N2S)

SMILES C1(=C(C(=C(C=C1)N)O)O)O

m/z error -0.1 mDa

XLog P 1.0 (Δ -0.2)

Data source(s) BTE

In silico similarity 0.94 (formula), 1.00 (compound)

ID confidence level 3d

Fit
fitformula: 1.00

fitcompound: 0.70 60 80 100 120
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2.3.6.3 Candidate ‘SuS-SMX-M142-3’

Formula C6H7NO3 (Δ -C4H4N2S)

SMILES C1(=CC(=C(C(=C1)O)N)O)O

m/z error -0.1 mDa

XLog P 0.8 (Δ -0.3)

Data source(s) BTE

In silico similarity 0.94 (formula), 0.94 (compound)

ID confidence level 3d

Fit
fitformula: 1.00
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2.3.7 Feature ‘M174_R162_5656’

RT: 2.7 (Δ -4.8) min; m/z: 174.0218 (Δ -80.0379)
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) mixUH ( R2 0.9 )

Condition mix 25 mix 75 mix 150 RSQ p slope single dark

U 44% 71% 0.45 0.143 0.36%

UH 37% 86% 0.90 0.004 0.66%

UHN

2.3.7.1 Candidate ‘SuS-SMX-M174-4’

Formula C6H7NO3S (Δ -C4H4N2)

SMILES Nc1ccc(cc1)S(O)(=O)=O

m/z error -0.1 mDa

XLog P -0.2 (Δ -1.4)

Data source(s) CTS, BTE, LIT (a, b, c)

In silico similarity 0.00 (formula), 1.00 (compound)

ID confidence level 3a

Fit
fitformula: 1.00

fitcompound: 0.91 80 100 120 140 160 180
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https://doi.org/10.1016/j.jallcom.2018.04.286
https://doi.org/10.1016/j.apcatb.2020.119297
https://doi.org/10.1039/C7RA09325J
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2.3.7.2 Candidate ‘SuS-SMX-M174-2’

Formula C6H7NO3S (Δ -C4H4N2)

SMILES Nc1ccc(S(=O)=O)cc1O

m/z error -0.1 mDa

XLog P 0.2 (Δ -1.0)

Data source(s) LIT (a)

In silico similarity 0.00 (formula), 1.00 (compound)

ID confidence level 3d

Fit
fitformula: 1.00

fitcompound: 0.91 80 100 120 140 160 180
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2.3.7.3 Candidate ‘SuS-SMX-M174-3’

Formula C6H7NO3S (Δ -C4H4N2)

SMILES Nc1ccc(S(=O)=O)c(O)c1

m/z error -0.1 mDa

XLog P 0.6 (Δ -0.5)

Data source(s) LIT (a)

In silico similarity 0.00 (formula), 1.00 (compound)

ID confidence level 3d

Fit
fitformula: 1.00

fitcompound: 0.91 80 100 120 140 160 180
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https://doi.org/10.1016/j.watres.2018.12.007
https://doi.org/10.1016/j.watres.2018.12.007
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2.3.7.4 Candidate ‘SuS-SMX-M174-1’ (DISPROVED)

Formula C6H7NO3S (Δ -C4H4N2)

SMILES NS(=O)(=O)c1ccc(O)cc1

m/z error -0.1 mDa

XLog P 0.1 (Δ -1.1)

Data source(s) LIT (a)

In silico similarity 0.00 (formula), 0.42 (compound)

ID confidence level disproved by standard

Fit
fitformula: 1.00

fitcompound: 0.91 80 100 120 140 160 180
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2.3.8 Feature ‘M254_R349_3557’

RT: 5.8 (Δ -1.7) min; m/z: 254.0594 (Δ -0.0003)
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) mixUH ( R2 0.99 )

mixUHN ( R2 0.98 )

Condition mix 25 mix 75 mix 150 RSQ p slope single dark

U 6% 93%

UH 2% 7% 0.99 0.000 0.07% 48%

UHN 3% 10% 16% 0.98 0.000 0.11% 48%

2.3.8.1 Candidate ‘SuS-SMX-M254-1’

Formula C10H11N3O3S (no difference)

SMILES Cc2cnc(NS(=O)(=O)c1ccc(N)cc1)o2

m/z error +0.0 mDa

XLog P 0.5 (Δ -0.7)

Data source(s) LIT (a)

In silico similarity 0.84 (formula), 0.79 (compound)

ID confidence level 3d

Fit
fitformula: 1.00

fitcompound: 0.76 80 100 140 180
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2.3.9 Feature ‘M272_R322_3885’

RT: 5.4 (Δ -2.1) min; m/z: 272.0700 (Δ +18.0103)

5.0 5.5 6.0

0
50

00
10

00
0

15
00

0
20

00
0

Retention time (min.)

In
te

ns
ity

0 50 100 150

0
20

40
60

80
10

0

Initial parent concentration (μg/l)

N
or

m
al

iz
ed

 in
te

ns
ity

 (%
) mixUHN ( R2 0.85 )

Condition mix 25 mix 75 mix 150 RSQ p slope single dark

U 26% 17% 0.84 0.010 -0.12% 83%

UH 22% 28% 0.07 0.623 0.07% 55%

UHN 16% 25% 0.85 0.009 0.13% 47%

Remarks: 

2.3.9.1 Candidate ‘SuS-SMX-M272-1’

Formula C10H13N3O4S (Δ +H2O)

SMILES CC(=CC(=NS(=O)(=O)C1=C(C=C(C=C1)N)O)N)O

m/z error +0.1 mDa

XLog P 0.8 (Δ -0.4)

Data source(s) PC (168720538)

In silico similarity 0.88 (formula), 0.97 (compound)

ID confidence level 3d

Fit
fitformula: 1.00

fitcompound: 0.65 80 100 140 180
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https://pubchem.ncbi.nlm.nih.gov/compound/168720538


50

2.3.9.2 Candidate ‘SuS-SMX-M272-2’

Formula C10H13N3O4S (Δ +H2O)

SMILES CC(=O)CNC(=O)NS(=O)(=O)c1ccc(N)cc1

m/z error +0.1 mDa

XLog P -0.8 (Δ -2.0)

Data source(s) LIT (a)

In silico similarity 0.88 (formula), 0.82 (compound)

ID confidence level 3d

Fit
fitformula: 1.00

fitcompound: 0.71 80 100 140 180
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2.4 Parent ‘phenazone’
2.4.1 Feature ‘M94_R231_2478’

RT: 3.9 (Δ -3.7) min; m/z: 94.0645 (Δ -95.0385)
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Condition mix 25 mix 75 mix 150 RSQ p slope single dark

U 12% 38% 72% 0.75 0.003 0.48% 6%

UH 13% 41% 68% 0.88 0.000 0.43% 12%

UHN 11% 28% 54% 0.97 0.000 0.35% 12%

2.4.1.1 Candidate ‘SuS-PHE-M94-1’

Formula C6H7N (Δ -C5H5NO)

SMILES Nc1ccccc1

m/z error -0.7 mDa

XLog P 1.2 (Δ -0.1)

Data source(s) LIT (a)

In silico similarity NA (formula), 1.00 (compound)

ID confidence level 1

Fit
fitformula: 1.00
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https://doi.org/10.1016/j.chemosphere.2014.06.082
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2.4.2 Feature ‘M207_R424_3387’

RT: 7.1 (Δ -0.5) min; m/z: 207.1126 (Δ +18.0096)
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mixUH ( R2 0.92 )

Condition mix 25 mix 75 mix 150 RSQ p slope single dark

U 6% 26% 54% 0.98 0.000 0.38% 95%

UH 10% 25% 0.92 0.002 0.21% 68%

UHN 15% 64%

2.4.2.1 Candidate ‘SuS-PHE-M207-1’

Formula C11H14N2O2 (Δ +H2O)

SMILES CN(Nc1ccccc1)C(C)=CC(O)=O

m/z error -0.3 mDa

XLog P 1.6 (Δ +0.3)

Data source(s) CTS

In silico similarity 0.86 (formula), 0.80 (compound)

ID confidence level 3d

Fit
fitformula: 1.00

fitcompound: 0.50 80 100 120 140
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3 Candidates from formula suspect screening
3.1 Parent ‘metoprolol’
3.1.1 Feature ‘M302_R337_5079’

RT: 5.6 (Δ -1.2) min; m/z: 302.1964 (Δ +34.0046)
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Condition mix 25 mix 75 mix 150 RSQ p slope single dark

U

UH 43% 69% 0.44 0.153 0.34% 29%

UHN 35% 96% 0.97 0.000 0.81% 49%

3.1.1.1 Candidate ‘SuF-MET-M302-1’

C15H25NO3 C15H27NO5

Formula C15H27NO5 (Δ +H2O2)

m/z error +0.2 mDa

Data source(s) -

In silico similarity 1.00 (formula)

ID confidence level 4b

Fit fitformula: 1.00

Other matches M302_R316_5723
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3.1.2 Feature ‘M302_R316_5723’

RT: 5.3 (Δ -1.6) min; m/z: 302.1964 (Δ +34.0047)
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) mixUHN ( R2 0.93 )

Condition mix 25 mix 75 mix 150 RSQ p slope single dark

U

UH 79%

UHN 45% 96% 0.93 0.002 0.69% 66%

3.1.2.1 Candidate ‘SuF-MET-M302-1’

C15H25NO3 C15H27NO5

Formula C15H27NO5 (Δ +H2O2)

m/z error +0.2 mDa

Data source(s) -

In silico similarity 0.00 (formula)

ID confidence level 5

Fit fitformula: 1.00

Other matches M302_R337_5079

No MS/MS annotations
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4 Candidates for unknowns from compound annotations
4.1 Parent ‘sulfamethoxazole’
4.1.1 Feature ‘M140_R170_3386’

RT: 2.8 (Δ -4.7) min; m/z: 140.0164 (Δ -114.0433)
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mixUHN ( R2 0.94 )

Condition mix 25 mix 75 mix 150 RSQ p slope single dark

U 12% 50% 90% 0.88 0.000 0.62% 24%

UH 32% 65% 0.80 0.016 0.43% 35%

UHN 12% 25% 0.94 0.001 0.17% 37%

4.1.1.1 Candidate ‘UnC-SMX-M140-1’

Formula C6H5NOS (Δ -C4H6N2O2)

SMILES C1=CC(=CC=C1N=O)S

m/z error -0.0 mDa

XLog P 1.9 (Δ +0.8)

Data source(s) 19375293

In silico similarity 0.99 (formula), 1.00 (compound)

ID confidence level 3b

Fit
fitformula: 1.00

fitcompound: 0.89

TP_simmax 0.71

TP_score TP_scorecompound: 1.89
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https://pubchem.ncbi.nlm.nih.gov/compound/19375293
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4.1.2 Feature ‘M190_R159_4149’

RT: 2.6 (Δ -4.8) min; m/z: 190.0166 (Δ -64.0431)
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mixUH ( R2 0.94 )

Condition mix 25 mix 75 mix 150 RSQ p slope single dark

U 18% 43% 74% 0.95 0.000 0.45% 20%

UH 14% 39% 87% 0.94 0.000 0.59% 11%

UHN

4.1.2.1 Candidate ‘UnC-SMX-M190-1’

Formula C6H7NO4S (Δ -C4H4N2 +O)

SMILES C1=CC(=C(C=C1S(=O)(=O)O)O)N

m/z error -0.2 mDa

XLog P -0.2 (Δ -1.4)

Data source(s) 18398311

In silico similarity 1.00 (formula), 0.92 (compound)

ID confidence level 3d

Fit
fitformula: 0.95

fitcompound: 0.83

TP_simmax 0.91

TP_score TP_scorecompound: 1.82
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https://pubchem.ncbi.nlm.nih.gov/compound/18398311
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4.1.2.2 Candidate ‘UnC-SMX-M190-2’

Formula C6H7NO4S (Δ -C4H4N2 +O)

SMILES C1=CC(=CC=C1NO)S(=O)(=O)O

m/z error -0.2 mDa

XLog P -0.1 (Δ -1.3)

Data source(s) 89339163

In silico similarity 1.00 (formula), 0.92 (compound)

ID confidence level 3d

Fit
fitformula: 0.95

fitcompound: 0.83

TP_simmax 0.86

TP_score TP_scorecompound: 1.78

100 140 180

m/z

In
te

ns
ity

50
00

10
00

0

C
6H

7N
O

C
6H

4N
O

2
C

6H
6N

O
2

C
6H

6N
O

3S

C
6H

8N
O

4S

genform
precursor
metfrag,genform

4.1.2.3 Candidate ‘UnC-SMX-M190-3’

Formula C6H7NO4S (Δ -C4H4N2 +O)

SMILES C1=CC(=CC=C1N(O)O)S(=O)O

m/z error -0.2 mDa

XLog P -2.0 (Δ -3.2)

Data source(s) 89191511

In silico similarity 1.00 (formula), 0.97 (compound)

ID confidence level 3d

Fit
fitformula: 0.95

fitcompound: 0.75

TP_simmax 0.82

TP_score TP_scorecompound: 1.79
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https://pubchem.ncbi.nlm.nih.gov/compound/89339163
https://pubchem.ncbi.nlm.nih.gov/compound/89191511
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4.2 Parent ‘phenazone’
4.2.1 Feature ‘M176_R533_3000’

RT: 8.9 (Δ +1.3) min; m/z: 176.0703 (Δ -13.0326)
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mixUHN ( R2 0.94 )

Condition mix 25 mix 75 mix 150 RSQ p slope single dark

U 4% 12% 24% 0.99 0.000 0.16% 88%

UH 4% 12% 24% 0.98 0.000 0.16% 88%

UHN 7% 15% 0.94 0.001 0.11% 78%

4.2.1.1 Candidate ‘UnC-PHE-M176-1’

Formula C10H9NO2 (Δ -CH3N +O)

SMILES CC1=CC(=O)N(O1)C2=CC=CC=C2

m/z error -0.3 mDa

XLog P 1.5 (Δ +0.1)

Data source(s) 5240302

In silico similarity 0.98 (formula), 0.90 (compound)

ID confidence level 3d

Fit
fitformula: 0.95

fitcompound: 0.92

TP_simmax 0.38

TP_score TP_scorecompound: 1.82

90 100 120 140

m/z

In
te

ns
ity

50
00

10
00

0
15

00
0

C
8H

7N

C
9H

10
N

unassigned
genform
metfrag,genform

https://pubchem.ncbi.nlm.nih.gov/compound/5240302
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4.2.2 Feature ‘M219_R515_7445’

RT: 8.6 (Δ +1.0) min; m/z: 219.1137 (Δ +30.0107)
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Condition mix 25 mix 75 mix 150 RSQ p slope single dark

U 48% 89% 0.77 0.022 0.55%

UH

UHN

4.2.2.1 Candidate ‘UnC-PHE-M219-1’

Formula C12H14N2O2 (Δ +CH2O)

SMILES CC1=CC(=O)N(N1CCO)C2=CC=CC=C2

m/z error +0.9 mDa

XLog P 0.6 (Δ -0.7)

Data source(s) 118332457

In silico similarity NA

ID confidence level 5

Fit
fitformula: 1.00

fitcompound: 1.00

TP_simmax 0.88

TP_score TP_scorecompound: 1.00

No MS/MS annotations

https://pubchem.ncbi.nlm.nih.gov/compound/118332457
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4.2.3 Feature ‘M375_R598_4727’

RT: 10.0 (Δ +2.4) min; m/z: 375.1813 (Δ +186.0784)
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) mixU ( R2 0.98 )

Condition mix 25 mix 75 mix 150 RSQ p slope single dark

U 31% 91% 0.98 0.000 0.81% 55%

UH 53% 33%

UHN 36% 32%

4.2.3.1 Candidate ‘UnC-PHE-M375-1’ (DISPROVED)

Formula C22H22N4O2 (Δ +C11H10N2O)

SMILES CC1=C(C(=O)N(N1C)C2=CC=CC=C2)C3=C(N(N(C3=O)C4=CC=CC=C4)C)C

m/z error -0.3 mDa

XLog P 2.4 (Δ +1.1)

Data

source(s)
10604

In silico

similarity
1.00 (formula), 1.00 (compound)

ID

confidence

level

disproved by standard

Fit
fitformula: 1.00

fitcompound: 1.00

TP_simmax 0.59

TP_score TP_scorecompound: 2.00
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https://pubchem.ncbi.nlm.nih.gov/compound/10604


61

5 Candidates for unknowns from formula annotations
5.1 Parent ‘flecainide’
5.1.1 Feature ‘M166_R473_6824’

RT: 7.9 (Δ -0.4) min; m/z: 166.0862 (Δ -249.0601)
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Condition mix 25 mix 75 mix 150 RSQ p slope single dark

U 39% 61% 90% 0.90 0.000 0.41%

UH

UHN

5.1.1.1 Candidate ‘UnF-FLE-M166-1’ (DISPROVED)

Formula C9H11NO2 (Δ -C8H9NOF6)

SMILES CCNC(=O)C1=CC(=CC=C1)O

m/z error -0.1 mDa

XLog P 1.4 (Δ -3.2)

Data source(s) -

In silico similarity NA

ID confidence level disproved by standard

Fit
fitformula: 1.00

fitcompound: 1.00

TP_simmax 0.71

TP_score
TP_scoreformula: 1.00

TP_scorecompound: 1.00

No MS/MS annotations
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5.2 Parent ‘phenazone’
5.2.1 Feature ‘M122_R471_3775’

RT: 7.9 (Δ +0.3) min; m/z: 122.0598 (Δ -67.0431)
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Condition mix 25 mix 75 mix 150 RSQ p slope single dark

U 47% 90% 0.79 0.017 0.58% 61%

UH 75% 90% 0.44 0.151 0.2% 57%

UHN 60% 68%

5.2.1.1 Candidate ‘UnF-PHE-M122-1’

Formula C7H7NO (Δ -C4H5N)

SMILES C1=CC=C(C=C1)NC=O

m/z error -0.3 mDa

XLog P 1.0 (Δ -0.3)

Data source(s) 7671

In silico similarity 0.00 (formula), 0.00 (compound)

ID confidence level 1

Fit
fitformula: 1.00

fitcompound: 0.78

TP_simmax 0.58

TP_score
TP_scoreformula: 1.00

TP_scorecompound: 0.78
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https://pubchem.ncbi.nlm.nih.gov/compound/7671
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5.2.2 Feature ‘M149_R515_2917’

RT: 8.6 (Δ +1.0) min; m/z: 149.0709 (Δ -40.0320)
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mixUHN ( R2 0.96 )

Condition mix 25 mix 75 mix 150 RSQ p slope single dark

U 19% 46% 97% 0.99 0.000 0.64% 29%

UH 8% 25% 52% 1.00 0.000 0.35% 36%

UHN 4% 11% 25% 0.96 0.000 0.18% 32%

5.2.2.1 Candidate ‘UnF-PHE-M149-1’

Formula C8H9N2O (Δ -C3H3)

SMILES CN=[N+](C=O)C1=CC=CC=C1

m/z error -0.1 mDa

XLog P 1.4 (Δ +0.1)

Data source(s) -

In silico similarity NA (formula), 0.97 (compound)

ID confidence level 3b

Fit
fitformula: 1.00

fitcompound: 0.64

TP_simmax 0.39

TP_score
TP_scoreformula: 1.00

TP_scorecompound: 1.61
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5.2.3 Feature ‘M150_R528_2607’

RT: 8.8 (Δ +1.3) min; m/z: 150.0915 (Δ -39.0115)
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mixUHN ( R2 0.68 )

Condition mix 25 mix 75 mix 150 RSQ p slope single dark

U 58% 97% 100% 0.67 0.007 0.31% 97%

UH 16% 84% 97% 0.77 0.002 0.61% 95%

UHN 39% 95% 98% 0.68 0.006 0.44% 98%

5.2.3.1 Candidate ‘UnF-PHE-M150-1’ (DISPROVED)

Formula C9H11NO (Δ -C2HN)

SMILES CCC(=O)NC1=CC=CC=C1

m/z error +0.1 mDa

XLog P 1.5 (Δ +0.2)

Data source(s) 12107

In silico similarity 0.97 (formula), 0.98 (compound)

ID confidence level disproved by standard

Fit
fitformula: 1.00

fitcompound: 0.64

TP_simmax 0.52

TP_score
TP_scoreformula: 1.97

TP_scorecompound: 1.62
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https://pubchem.ncbi.nlm.nih.gov/compound/12107
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5.2.4 Feature ‘M165_R462_6907’

RT: 7.7 (Δ +0.1) min; m/z: 165.0654 (Δ -24.0375)
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Condition mix 25 mix 75 mix 150 RSQ p slope single dark

U

UH 39% 86% 0.89 0.005 0.63%

UHN 47%

5.2.4.1 Candidate ‘UnF-PHE-M165-1’

Formula C8H8N2O2 (Δ -C3H4 +O)

SMILES O=C1CONN1c2ccccc2

m/z error -0.4 mDa

XLog P 1.4 (Δ +0.0)

Data source(s) -

In silico similarity NA

ID confidence level 4c

Fit
fitformula: 0.95

fitcompound: 0.58

TP_simmax 0.53

TP_score
TP_scoreformula: 0.95

TP_scorecompound: 0.58

No MS/MS annotations
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5.2.5 Feature ‘M166_R473_6824’

RT: 7.9 (Δ +0.3) min; m/z: 166.0862 (Δ -23.0167)
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Condition mix 25 mix 75 mix 150 RSQ p slope single dark

U 39% 61% 90% 0.90 0.000 0.41%

UH

UHN

5.2.5.1 Candidate ‘UnF-PHE-M166-1’

Formula C9H11NO2 (Δ -C2HN +O)

SMILES C1=CC=C(C=C1)NC(=O)CCO

m/z error -0.1 mDa

XLog P 0.8 (Δ -0.5)

Data source(s) 15561474

In silico similarity NA

ID confidence level 5

Fit
fitformula: 0.96

fitcompound: 0.58

TP_simmax 0.46

TP_score
TP_scoreformula: 0.96

TP_scorecompound: 0.58

No MS/MS annotations

https://pubchem.ncbi.nlm.nih.gov/compound/15561474
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5.2.6 Feature ‘M208_R533_2918’

RT: 8.9 (Δ +1.3) min; m/z: 208.0965 (Δ +18.9936)
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Condition mix 25 mix 75 mix 150 RSQ p slope single dark

U 3% 10% 24% 0.99 0.000 0.16% 87%

UH 3% 11% 21% 0.97 0.000 0.14% 96%

UHN 2% 6% 13% 0.97 0.000 0.09% 87%

5.2.6.1 Candidate ‘UnF-PHE-M208-1’

C11H12N2O C11H13NO3

Formula C11H13NO3 (Δ -N +HO2)

m/z error -0.3 mDa

Data source(s) -

In silico similarity 0.99 (formula)

ID confidence level 4b

Fit fitformula: 0.96

TP_scoreformula 1.95
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