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Table S1. Information and physicochemical properties of the 245 target analytes. 

Compound Type of compound 
Molecular 

formula 

Exact 

mass 

(g/mol) 

log P pKa 
RT 

(min) 

Commer-

cial ven-

dor 

Purity 

(%) 

Sol-

vent 

[M-H]-          

2,4-Dinitrophe-

nol 
Pharmaceutical/Antiseptic C6H4N2O5 

184.01202

1 
1.67 4.1 2.77 

Sigma-Al-

drich 
99 MeOH 

2,6-Di-tB-4-

DMAMP 

Industrial chemical/Anti-

oxidant 
C17H29NO 262.21764 - 11.2 10.23 

Sigma-Al-

drich 
99 MeOH 

Atorvastatin 
Pharmaceutical/ Anti-cho-

lesterol 

C33H35FN2O

5 
558.25300 4.3 5.4 10.33 

Sigma-Al-

drich 
98 DMSO 

Bentazone Herbicide 
C10H12N2O3

S 
240.05686 2.0 0.8 2.80 

Sigma-Al-

drich 
99.9 AcN 

Bicalutamide 
Pharmaceutical/ Anticar-

cinogenic 

C18H14F4N2

O4S 

430.06104

1 
2.5 12 11.10 

Sigma-Al-

drich 
99 MeOH 

BPA 
Industrial chemical/Plastic 

component 
C15H16O2 227.10775 3.3 9.6 9.30 

Sigma-Al-

drich 
99 MeOH 

Butylparaben 
Industrial chemical/Anti-

fungal 
C11H14O3 193.08702 8.5 3.0 10.63 

Sigma-Al-

drich 
99.9 MeOH 

Clofibric acid 
Pharmaceutical/ Lipid-

regulating 
C10H11ClO3 214.03967 3.4 2.9 4.80 

MP bio-

medicals 
100 MeOH 

Efavirenz 
Pharmaceutical/ An-

tiretroviral 

C14H9ClF3N

O2 

315.02739

1 
4.6 10.2 12.51 

Sigma-Al-

drich 
99 MeOH 

Estriol 
Pharmaceutical/Estro-

genic 
C18H24O3 287.16527 2.4 10.5 5.99 

Sigma-Al-

drich 
99 MeOH 

Flufenoxuron Insecticide 
C21H11ClF6

N2O3 
488.03624 10.1 6.2 13.77 

Sigma-Al-

drich 
98.1 AcN 

Flutamide 
Pharmaceutical/ Anticar-

cinogenic 

C11H11F3N2

O3 

276.07217

7 
3.3 13.1 11.85 

Sigma-Al-

drich 
99 MeOH 

Furosemide 
Pharmaceutical/ Sulphon-

amide 

C12H10ClN2

O5S 
330.00772 2.1 3.8 4.30 

Sigma-Al-

drich 
99 MeOH 

Hydrochlorothi-

azide 
Pharmaceutical/ Thiazide 

C7H8ClN3O4

S2 
296.96447 

7.9; 

9.2 
-0.1 2.43 

Sigma-Al-

drich 
> 95.0 MeOH 

MBP 
Industrial chemical/Plasti-

cizer 
C12H14O4 221.08193 2.4 - 3.98 

Sigma-Al-

drich 
99 MeOH 

Mecoprop Herbicide C10H11ClO3 214.03967 3.8 3.1 4.82 
Sigma-Al-

drich 
99.6 MeOH 

Monensin Pharmaceutical/Antibiotic C36H62O11 669.42194 5.4 6.6 15.14 
Sigma-Al-

drich 
99 MeOH 

Monobenzyl 

phthalate 

Industrial chemical/Plasti-

cizer 
C15H12O4 255.06628 3 3.1 4.58 

Sigma-Al-

drich 
99 MeOH 

Nitrofurantoin 
Pharmaceutical/ Antibi-

otic 
C8H6N4O5 238.03381 7.2 -0.5 3.32 

Sigma-Al-

drich 
99.9 DMSO 

Nonylphenol 
Industrial chemical/Anti-

oxidant 
C15H24O 219.17544 5.8 10.3 13.84 

Sigma-Al-

drich 
99 MeOH 

PFBS 
Industrial chemicals/ 

PFASs 
C4H9O3S 299.95026 -3.3 5.4 6.46 

Sigma-Al-

drich 
98 MeOH 

PFOA 
Industrial chemicals/ 

PFASs 
C8HF15O2 413.97369 -4.2 5.1 9.20 

Sigma-Al-

drich 
99 MeOH 

PFOS 
Industrial chemicals/ 

PFASs 
C8HF17O3S 499.93750 -3.3 2.6 11.47 

Sigma-Al-

drich 
97 MeOH 

PFOSA 
Industrial chemicals/ 

PFASs 

C8H2F17NO2

S 
498.95349 3.4 4.8 13.16 

Dr. 

Ehrestofer 
99.5 MeOH 

Pravastatin 
Pharmaceutical/ Antilipe-

mic 
C23H35NaO7 424.24609 - 4.2 5.75 

Sigma-Al-

drich 
100 MeOH 

Propanil Herbicide C9H9Cl2NO 
217.00611

9 
2.3 19.1 10.50 

Sigma-Al-

drich 
99 MeOH 

Propofol 
Pharmaceutical/Anaes-

thetic 
C12H18O 177.12849 3.8 11.1 12.90 

Sigma-Al-

drich 
99 MeOH 

Valsartan 
Pharmaceutical/ Antihy-

pertensive 
C24H29N5O3 436.23432 5.3 4.4; 8.3 5.85 Boehringer 99 MeOH 

[M+H]+          
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2-HBT 
Industrial chemicals/Cor-

rosion inhibitor 
C7H5NOS 152.01646 2.5 6.4 5.70 

Sigma-Al-

drich 
99.9 MeOH 

4,4-BDMABP 
Industrial chemical/Pho-

tosensitizer 
C17H20N2O 269.16484 3.8 11.4 12.16 

Sigma-Al-

drich 
99 MeOH 

4-Hydroxyta-

moxifen 
Metabolite/ Tamoxifen C26H29NO2 388.22711 6.8 8.7 8.46 

Sigma-Al-

drich 
100 MeOH 

4-MBP 
Industrial chemical/Coat-

ing agent 
C14H12O 197.09609 - 7.35 12.53 

Sigma-Al-

drich 
99 MeOH 

4-PBZ 
Industrial chemical/Coat-

ing agent 
C19H14O 259.11174 - - 13.50 

Sigma-Al-

drich 
99 MeOH 

Acetaminophen 
Pharmaceutical/ Anti-in-

flammatory 
C8H9NO2 152.07061 0.9 9.5 1.75 Fluka 99.9 MeOH 

Acetamiprid Herbicide C10H11ClN4 223.07450 0.8 0.7 5.10 
Sigma-Al-

drich 
100 MeOH 

Acetochlor Herbicide 
C14H20ClNO

2 
270.12553 4.1 - 12.49 

Sigma-Al-

drich 
95.2 MeOH 

Acyclovir 
Pharmaceutical/ Antiviral 

agent 
C8H11N5O3 226.09347 -1.6 2.3; 9.3 1.06 

Sigma-Al-

drich 
100 DMSO 

Alachlor Herbicide 
C14H20ClNO

2 
270.12553 3.5 - 12.49 

Sigma-Al-

drich 
99.8 MeOH 

Albendazole 
Pharmaceutical/ Anthel-

mintic 

C12H15N3O2

S 
266.09577 2.9 6.9 6.80 

Sigma-Al-

drich 
100 DMSO 

Amantadine 

Pharmaceutical/ Antiviral, 

antiparkinsonian and an-

tihyperalgesic 

C10H18ClN 152.14338 2.4 10.7 1.68 
Sigma-Al-

drich 
100 MeOH 

Ambroxol 
Pharmaceutical/ Anti mu-

colytic 

C13H18Br2N2

O 
376.98586 2.7 

0.7; 9.0; 

15.3 
3.70 

Sigma-Al-

drich 
100 MeOH 

Ametryn Herbicide C9H17N5S 228.12774 2.6 
0.5; 6.7; 

14.6 
6.90 

Sigma-Al-

drich 
98.6 MeOH 

Amiodarone 
Pharmaceutical/ Anti-

arrhythmic, Vasodilatory 

C25H30ClI2N

O3 
646.03096 7.6 8.5 11.53 

Sigma-Al-

drich 
98 MeOH 

Amitriptyline 
Pharmaceutical/ Antide-

pressant 
C20H23N 278.19033 4.8 9.8 6.48 

Sigma-Al-

drich 
100 MeOH 

Anastrozole 
Pharmaceutical/ Anticar-

cinogenic 
C17H19N5 294.17132 3.0 2.0 8.20 

Sigma-Al-

drich 
98 

AcN:H

2O 

(20:80) 

Atenolol 
Pharmaceutical/ β-blocker 

antihypertensive 
C14H22N2O3 267.17032 0.2 9.6 0.97 

Sigma-Al-

drich 
> 95.0 MeOH 

Atrazine Herbicide C8H14ClN5 216.10105 2.2 4.2 8.90 Fluka 99 MeOH 

Azelastine 
Pharmaceutical/ Antihis-

taminic 

C22H25Cl2N3

O 
382.16807 4.0 8.9 6.79 

Sigma-Al-

drich 
98 MeOH 

Azithromycin 
Pharmaceutical/ Antibi-

otic 
C38H72N2O12 749.51580 2.4 12.4 3.97 

Sigma-Al-

drich 
95 MeOH 

Azoxystrobin Fungicide C22H17N3O5 404.12410 4.2 1.9 11.88 
Sigma-Al-

drich 
99.3 MeOH 

BBP 
Industrial chemical/Plasti-

cizer 
C19H20O4 313.14344 4.7 - 13.48 

Sigma-Al-

drich 
99 MeOH 

BEHA 
Industrial chemical/Plasti-

cizer 
C22H42O4 371.31559 8.1 - 15.93 

Sigma-Al-

drich 
99 MeOH 

BEHP 
Industrial chemical/Plasti-

cizer 
C24H38O4 391.28429 7.6 3.1 15.87 

Sigma-Al-

drich 
99 MeOH 

Bendiocarb Insecticide C11H13NO4 224.09173 1.6 14.8 8.10 
Sigma-Al-

drich 
99.9 MeOH 

Benzethonium 
Pharmaceutical/ Bacteri-

cide 

C27H42ClNO

2 
412.32101 -0.5 - 11.85 

Sigma-Al-

drich 
99 MeOH 

Benzophenone 
Industrial chemical/UV 

filter 
C13H10O 183.08044 3.2 11.3 11.75 

Sigma-Al-

drich 
99 MeOH 

Benzothiazole Food additive C7H5NS 136.02155 2.1 2.3 6.50 
Sigma-Al-

drich 
97 MeOH 

Bezafibrate 
Pharmaceutical/ Lipid-

regulating 

C19H20ClNO

4 
362.11536 4.0 3.8 10.47 

MP bio-

medicals 
98 MeOH 

Bisoprolol 
Pharmaceutical/ β-blocker 

antihypertensive 
C18H31NO4 283.11761 1.9 9.3 8.18 

Sigma-Al-

drich 
95.0 MeOH 
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BMGP 
Industrial chemical/Plasti-

cizer 
C14H18O6 282.11034 1.11 - - 

Sigma-Al-

drich 
99 MeOH 

Boscalid Fungicide 
C18H12Cl2N2

O 
343.03994 4.9 14.3 12.02 

Sigma-Al-

drich 
99.9 MeOH 

Bosentan 
Pharmaceutical/ Hyper-

tensive 

C27H29N5O6

S 
552.19113 4.9 5.8 12.04 

Sigma-Al-

drich 
98 MeOH 

Bupropion 
Pharmaceutical/ Antide-

pressant 

C13H19Cl2N

O 
240.11497 3.3 

8.2, 

18.3 
4.10 

Sigma-Al-

drich 
100 MeOH 

Caffeine 
Lifestyle products/ Stimu-

lant 
C8H10N4O2 195.08765 -1.2 -0.6 2.50 

Sigma-Al-

drich 
98 MeOH 

Caprolactam Industrial product C6H11NO 114.09134 -0.2 8.2 2.35 
Sigma-Al-

drich 
99 MeOH 

Captopril Enzymatic inhibitor C9H15NO3S 218.08454 0.3 3.7, 9.8 4.00 
Sigma-Al-

drich 
> 95.0 MeOH 

Carbamazepine 
Pharmaceutical/ Antide-

pressant 
C15H12N2O 237.10224 2.8 16.0 7.80 

Sigma-Al-

drich 
100 MeOH 

Carbaryl - C12H11NO2 202.08626 2.5 14.8 8.63 
Sigma-Al-

drich 
99.9 MeOH 

Carbendazim Fungicide C9H9N3O2 192.07675 1.8 9.7 1.50 
Sigma-Al-

drich 
99.5 DMSO 

Celecoxib 
Pharmaceutical/ Anti-in-

flammatory 

C17H14F3N3

O2S 
382.08316 - 11.1 12.50 

Sigma-Al-

drich 
99 MeOH 

Cetirizine 
Pharmaceutical/ Antihis-

taminic 

C21H25ClN2

O3 
389.16265 - 

2.7; 3.6; 

7.6 
7.40 

Sigma-Al-

drich 
99 MeOH 

Chloridazon Herbicide C10H8ClN3O222.04287 1.1 3.4 4.55 
Sigma-Al-

drich 
99.8 MeOH 

Chloroxuron Herbicide 
C15H15ClN2

O2 
291.08948 3.4 14.0 11.58 

Sigma-Al-

drich 
98.8 MeOH 

Chlortoluron Herbicide 
C10H13ClN2

O 
213.07892 2.4 13.5 8.60 

Sigma-Al-

drich 
99.5 MeOH 

Ciprofloxacin 
Pharmaceutical/Fluoro-

quinolone 

C17H18FN3O

3 
332.14050 -0.8 5.7; 8.7 2.40 Fluka 99.9 MeOH 

Clarithromycin 
Pharmaceutical/ Antibi-

otic 
C38H69NO13 748.48417 3.2 12.5 7.92 

Sigma-Al-

drich 
100 DMSO 

Clomazone Herbicide 
C12H14ClNO

2 
240.07858 2.9 3.9 10.40 

Sigma-Al-

drich 
98.3 MeOH 

Clomipramine 
Pharmaceutical/ Antide-

pressant 
C19H23ClN2 315.16225 4.9 9.2 7.82 

Sigma-Al-

drich 
98 MeOH 

Clonidine 
Pharmaceutical/ Hyper-

tensive 
C9H9Cl2N3 230.02463 2.5 8.2 1.47 

Sigma-Al-

drich 
99 MeOH 

Clopidogrel 
Pharmaceutical/ Antico-

agulant 

C16H16ClNO

2S 
322.06630 3.8 5.3 11.86 

Sigma-Al-

drich 
100 MeOH 

Clozapine 
Pharmaceutical/ Antipsy-

chotic 
C18H19ClN4 327.13710 3.4 3.9; 7.4 4.54 

Sigma-Al-

drich 
100 MeOH 

Cortisone Pharmaceutical/ corticoid C21H28O5 361.20095 1.7 12.6 7.12 
Sigma-Al-

drich 
98 MeOH 

Cotinine Metabolite/ Nicotine 
C10H12N2O3

S 
177.10224 0.2 4.8 1.00 

Sigma-Al-

drich 
98.5 MeOH 

Crotamiton 
Pharmaceutical/ Scabi-

cide, Antipruritic 
C13H17NO 204.13829 2.8 1.2 10.43 

Sigma-Al-

drich 
97 EtOH 

Cyclophospha-

mide 

Pharmaceutical/ Anticar-

cinogenic 

C7H15Cl2N2

O2P 
261.03210 0.1 13.4 5.40 

Sigma-Al-

drich 
100 MeOH 

Cyproterone 
Hormone/ Progesterone 

derivate 
C22H27ClO3 375.17215 3.1 9.7 11.75 

Toronto 

Research 

Chemicals 

100 MeOH 

Danofloxacin 
Pharmaceutical/Fluoro-

quinolone 

C19H20FN3O

3 
358.15615 0.1 5.6; 6.7 2.62 

Sigma-Al-

drich 
99 MeOH 

DBP 
Industrial chemical/Plasti-

cizer 
C16H22O4 279.15909 4.5 3.8 13.59 

Sigma-Al-

drich 
99 MeOH 

DCHP 
Industrial chemical/Plasti-

cizer 
C20H26O4 331.19039 4.14 7.3 14.32 

Sigma-Al-

drich 
99 MeOH 

DEAB 
Industrial chemical/Pho-

tochemical 
C21H28N2O 325.22744 - 2.55 13.51 

Sigma-Al-

drich 
99 MeOH 
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DEP 
Industrial chemical/Plasti-

cizer 
C12H14O4 222.08921 2.42 3.1 

9.28,1

0.72 

Sigma-Al-

drich 
99 MeOH 

Desloratadine Metabolite/ Loratadine C19H19ClN2 311.13095 4.5 - 3.53 
Sigma-Al-

drich 
100 MeOH 

DETX 
Industrial product/Coat-

ing 
C17H16OS 269.09946 - - 14.30 

Sigma-Al-

drich 
99 MeOH 

Dexamethasone 
Pharmaceutical/ Anti-in-

flammatory 
C22H29FO5 393.20718 1.7 12.4 8.30 

Sigma-Al-

drich 
98 MeOH 

Diazepam Pharmaceutical/Sedative 
C16H13ClNC

O 
285.07892 2.82 3.4 10.50 

Sigma-Al-

drich 
> 95.0 MeOH 

Dichlorvos Pesticide C4H7Cl2O4P 220.95318 1.4 9.1 7.28 
Sigma-Al-

drich 
99 MeOH 

Diethyl Tol-

uamide 
Insecticide C12H17NO 192.13829 2.5 -1.0 9.35 

Sigma-Al-

drich 
98.8 MeOH 

Diflufenican Herbicide 
C19H11F5N2

O2 
395.08135 5.1 13.3 13.35 

Sigma-Al-

drich 
98.3 AcN 

Dimethachlor Herbicide 
C13H18ClNO

2 
256.10988 2.6 1.6 10.25 

Sigma-Al-

drich 
99.8 AcN 

Dimethoate Insecticide 
C5H12NO3P

S2 
230.00690 0.3 15.9 4.82 

Sigma-Al-

drich 
99.8 MeOH 

Diphenhydra-

mine 

Pharmaceutical/ Antihis-

taminic 
C17H22ClNO256.16959 3.7 8.9 5.47 

Sigma-Al-

drich 
100 MeOH 

Diuron Herbicide 
C9H10Cl2N2

O 
233.02429 2.5 13.2 9.26 Fluka 98 MeOH 

Domperidone 
Pharmaceutical/ Antie-

metic, Gastric prokinetic 

C22H24ClN5

O2 
426.16913 2.9 12.5 4.71 

Sigma-Al-

drich 
98 DMSO 

DOP 
Industrial chemical/Plasti-

cizer 
C24H38O4 391.28429 8.1 7.3 15.87 

Sigma-Al-

drich 
99 MeOH 

Drospirenone 
Pharmaceutical/ Hormo-

nal 
C24H30O3 367.22677 4.0 - 11.50 

Sigma-Al-

drich 
100 MeOH 

Duloxetine 
Pharmaceutical/ Antide-

pressant 
C18H19BOS 298.12601 4.2 9.7 6.45 

Sigma-Al-

drich 
99.9 MeOH 

EDAB 
Industrial chemical/UV 

filter 
C11H15NO2 194.11756 3.2 2.5 11.69 

Sigma-Al-

drich 
99 MeOH 

EDDP Fungicide 
C20H24ClNO

4 
278.19033 3.5 - 6.50 

Sigma-Al-

drich 
100 MeOH 

EHDAB 
Industrial chemical/UV 

filter 
C17H27NO2 278.21146 - 2.4 14.45 

Sigma-Al-

drich 
99 MeOH 

Enoxacin 
Pharmaceutical/Fluoro-

quinolone 

C15H17FN4O

3 
321.13575 -0.2 5.5; 8.6 1.98 

Sigma-Al-

drich 
99 MeOH 

Enrofloxacin 
Pharmaceutical/Fluoro-

quinolone 

C19H22FN3O

3 
360.17180 1.15 5.7; 6.7 2.82 

Sigma-Al-

drich 
99 MeOH 

Eprosartan 
Pharmaceutical/ Hyper-

tensive 

C23H24N2O7

S 
425.15295 3.8 3.6; 6.7 5.00 

Solvay 

Pharma 
99 MeOH 

Equilin 
Pharmaceutical/Estro-

genic 
C18H20O2 269.15361 - 9.4 7.88 

Sigma-Al-

drich 
99 MeOH 

Erythromycin 
Pharmaceutical/ Antibi-

otic 
C37H67NO13 734.46852 3.1 12.5 6.39 

Sigma-Al-

drich 
100 EtOH 

Ethion Pesticide C9H22O4P2S4 384.99489 5.1 - 13.87 
Sigma-Al-

drich 
97.6 MeOH 

Exemestane 
Pharmaceutical/ Anticar-

cinogenic 
C20H24O2 297.18491 3.0 19.6 11.23 

Sigma-Al-

drich 
100 MeOH 

Fenoxycarb Insecticide C17H19NO4 302.13868 4.3 13.9 12.50 
Sigma-Al-

drich 
100 AcN 

Fenpropidin Fungicide C19H31N 274.25293 5.5 10.1 8.00 
Sigma-Al-

drich 
97.3 

Ace-

tone 

Fenpropimorph Fungicide C20H33NO 304.26349 5.2 6.7 8.23 
Sigma-Al-

drich 
96 

Ace-

tone 

Fenthion Insecticide C10H15O3PS2 279.02730 4.1 - 13.00 
Sigma-Al-

drich 
98.6 AcN 

Finasteride 
Pharmaceutical/Hair re-

storer 
C23H36N2O2 373.28495 3.0 14.5 11.13 

Sigma-Al-

drich 
99.8 MeOH 
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Fluconazole 
Pharmaceutical/ Antifun-

gal 

C13H12F2N6

O 
307.11134 0.6 12.7 3.91 

Sigma-Al-

drich 
100 MeOH 

Flumequine 
Pharmaceutical/ Antibi-

otic 
C14H12FNO3 262.08740 1.6 6.5 7.97 

Sigma-Al-

drich 
99.1 AcN 

Flusilazole Fungicide 
C16H15F2N3S

i 
316.10761 3.7 2.5 12.12 

Sigma-Al-

drich 
100 

Ace-

tone 

Fluvoxamine 
Pharmaceutical/ Antide-

pressant 

C15H21F3N2

O2 
319.16279 3.2 8.9 7.00 

Sigma-Al-

drich 
100 MeOH 

Gabapentin 
Pharmaceutical/Antiepi-

leptic 
C9H17NO2 172.13321 -1.1 

3.7; 

10.7 
1.39 

Sigma-Al-

drich 
100 MeOH 

Genistein Phytoestrogen C15H10O5 271.06010 3.1 
6.6; 8.0; 

9.0 
7.48 

Extrasyn-

these 
98 MeOH 

Genistin Phytoestrogen C21H20O10 433.11292 0.8 
7.3; 9.0; 

12.5 
4.21 

Extrasyn-

these 
99.9 MeOH 

Glibenclamide 
Pharmaceutical/Antidia-

betic 

C23H28ClN3

O5S 
494.15110 4.7 5.3 12.10 

Sigma-Al-

drich 
> 95.0 MeOH 

Glimepiride 
Pharmaceutical/Antidia-

betic 

C23H34N4O5

S 
491.23227 3.9 4.3 12.48 

Sigma-Al-

drich 
100 DMSO 

Glycitin Phytoestrogen C22H22O10 447.12857 1.3 
9.0; 

12.2 
3.43 

Extrasyn-

these 
99 MeOH 

Hexazinone Herbicide C12H20N4O2 253.16590 1.9 2.2 6.82 
Sigma-Al-

drich 
100 MeOH 

Hydrocortisone Pharmaceutical/ corticoid C21H30O5 363.21660 1.6 12.6 7.09 
Sigma-Al-

drich 
98 MeOH 

Hydroxychloro-

quine 

Pharmaceutical/ Chemo-

therapeutic, Antibiotic 

C18H28ClN3

O5S 
336.18372 ? 9.7 0.98 

Sigma-Al-

drich 
98 

AcN:H

2O 

(60:40) 

Ifosfamide 
Pharmaceutical/ Anticar-

cinogenic 

C7H15Cl2N2

O2P 
261.03210 0.9 13.2 5.42 

Sigma-Al-

drich 
98 MeOH 

Imatinib 
Pharmaceutical/ Anticar-

cinogenic 
C29H31N7O 494.26629 3.5 12.5 4.02 

Sigma-Al-

drich 
100 MeOH 

Imazalil Fungicide 
C14H14Cl2N2

O 
297.05560 3.8 6.5 6.54 

Sigma-Al-

drich 
99.3 

Ace-

tone 

Imidacloprid Insecticide 
C9H10ClN5O

2 
256.05958 0.8 

1.5; 

11.1 
4.56 

Sigma-Al-

drich 
99 MeOH 

Iminostilbene 
Pharmaceutical/ Antide-

pressant 
C14H11N 194.09643 4 1.7 12.31 

Sigma-Al-

drich 
100 MeOH 

Imipramine 
Pharmaceutical/ Antide-

pressant 
C19H24N2 281.20123 4.3 9.2 6.80 

Sigma-Al-

drich 
99 MeOH 

Indometacin 
Pharmaceutical/Anti-in-

flammatory 

C19H16ClNO

4 
358.08406 4.3 4.5 12.14 

Sigma-Al-

drich 
100 MeOH 

Irbersartan 
Pharmaceutical/ Hyper-

tensive 
C25H28N6O 429.23974 5.5 4.1; 8.3 8.50 Sanofi 99 MeOH 

Isoproturon Herbicide C12H18N2O 207.14919 2.6 13.8 9.40 Fluka 99 MeOH 

ITX 
Industrial product/Pack-

aging 
C16H14OS 255.08381 5.6 - 13.88 

Sigma-Al-

drich 
99 MeOH 

Ketoconazole 
Pharmaceutical/ Antifun-

gal 

C26H28Cl2N4

O4 
531.15604 4.3 4.0; 6.8 7.01 

Sigma-Al-

drich 
99 MeOH 

Ketoprofen 
Pharmaceutical/ Anti-in-

flammatory 
C16H14O3 255.10157 3.6 3.9 9.96 

MP bio-

medicals 
99 MeOH 

Lenacil Herbicide C13H18N2O2 235.14410 1.7 10.7 7.92 
Sigma-Al-

drich 
99.9 MeOH 

Levofloxacin 
Pharmaceutical/Fluoro-

quinolone 

C18H20FN3O

4 
362.15106 - 5.4; 6.2 2.16 

Sigma-Al-

drich 
99 MeOH 

Lidocaine 
Pharmaceutical/ Anaes-

thetic 
C14H22N2O 235.18049 2.4 7.9 2.39 

Sigma-Al-

drich 
99.0 MeOH 

Linuron Herbicide 
C9H10Cl2N2

O2 
249.01921 3.2 11.9 11.16 

Sigma-Al-

drich 
99.7 AcN 

Lomefloxacin 
Pharmaceutical/Fluoro-

quinolone 

C17H19F2N3

O3 
352.14672 - 5.6; 8.7 2.61 

Sigma-Al-

drich 
99 MeOH 

Lorazepam 
Pharmaceutical/ Anxio-

lytic 

C15H10Cl2N2

O2 
321.01921 2.4 13.0 8.66 

Sigma-Al-

drich 
95 MeOH 
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Losartan 
Pharmaceutical/ Hyper-

tensive 

C22H23ClN6

O 
423.16946 5.1 3.8; 8.3 9.06 Merck 98 MeOH 

MBHB 
Industrial chemical/Anti-

oxidant 
C16H24O3 265.17982 - - 13.62 

Sigma-Al-

drich 
99 MeOH 

Mebendazole 
Pharmaceutical/ Anthel-

mintic 
C16H13N3O3 296.10297 2.8 6.6 7.10 

Sigma-Al-

drich 
100 DMSO 

Mebeverine 
Pharmaceutical/ Anticho-

linergic 

C25H36ClNO

5 
430.25880 ? 10.3 6.50 

Sigma-Al-

drich 
100 MeOH 

Meclocycline 
Pharmaceutical/ Antibi-

otic 

C29H27ClN2

O14S 
477.10592 ? 8.2 5.25 

Sigma-Al-

drich 
100 MeOH 

Medroxypro-

gesterone 

Pharmaceutical/ Anticar-

cinogenic 
C22H32O3 345.24242 3.5 17.8 12.24 

Sigma-Al-

drich 
98.6 MeOH 

Mefenamic acid 
Pharmaceutical/ Anti-in-

flammatory 
C15H15NO2 242.11756 5.1 4.2 12.73 

Sigma-Al-

drich 
98.5 DMSO 

Memantine 
Pharmaceutical/ Antipar-

kinsonian agent 
C12H22ClN 180.17468 ? 10.7 4.42 

Sigma-Al-

drich 
98 MeOH 

Metalaxyl Fungicide C15H21NO4 280.15433 1.7 14 9.40 
Sigma-Al-

drich 
99.8 MeOH 

Metamitron Herbicide C10H10N4O 203.09274 0.8 1.5 4.10 
Sigma-Al-

drich 
100 

Ace-

tone 

Metazachlor Herbicide 
C14H16ClN3

O 
278.10547 2.7 - 10.05 

Sigma-Al-

drich 
99.4 MeOH 

Metconazole Fungicide 
C17H22ClN3

O 
320.15242 3.7 11.4 12.49 

Sigma-Al-

drich 
98.9 AcN 

Metformin 
Pharmaceutical/ Antidia-

betic 
C4H12ClN5 130.10872 -2.6 12.4 0.92 

Sigma-Al-

drich 
100 MeOH 

Methiocarb Pesticide C11H15NO2S 226.08963 2.9 14.8 10.98 
Sigma-Al-

drich 
99.8 MeOH 

          

Methotrexate 
Pharmaceutical/ Anticar-

cinogenic 
C20H22N8O5 455.17859 -1.8 4.7 1.58 

Sigma-Al-

drich 
100 

H2O + 

10 μL 

NaOH 

Methylparaben Personal care product C8H8O3 153.05462 1.7 8.5 5.30 
Sigma-Al-

drich 
98 MeOH 

Metolachlor Herbicide 
C15H22ClNO

2 
284.14118 3.1 16.8 12.46 

Sigma-Al-

drich 
97.6 MeOH 

Metoprolol 
Pharmaceutical/ β-blocker 

antihypertensive 
C15H25NO3 268.19072 ? 14.1 3.17 

Sigma-Al-

drich 
> 95.0 MeOH 

Metribuzin Herbicide C8H4N4OS 215.09611 1.7 1.0 7.40 
Sigma-Al-

drich 
99 

Ace-

tone 

Miconazole 
Pharmaceutical/ Antibi-

otic 

C18H14Cl4N2

O 
414.99330 5.3 6.8 9.81 

Sigma-Al-

drich 
100 MeOH 

Mirtazapine 
Pharmaceutical/ Antide-

pressant 
C17H19N3 266.16517 2.9 6.6 2.82 

Sigma-Al-

drich 
99.9 MeOH 

Montelukast 
Pharmaceutical/ Antide-

pressant 

C35H35ClNO

3Na 
586.21772 ? 4.6 13.87 

Sigma-Al-

drich 
100 MeOH 

Myclobutanil Fungicide C15H17ClN4 289.12145 2.9 2.3 11.63 
Sigma-Al-

drich 
99.6 MeOH 

Mycophenolic 

acid 

Pharmaceutical/ Antibi-

otic 
C17H20O6 321.13326 2.8 5.6 9.53 

Sigma-Al-

drich 
98.5 MeOH 

Naproxen 
Pharmaceutical/ Anti-in-

flammatory 
C14H14O3 231.10157 3.2 4.2 9.98 

Sigma-Al-

drich 
100 MeOH 

Norfloxacin 
Pharmaceutical/Fluoro-

quinolone 

C16H18FN3O

3 
320.14050 -0.9 5.7; 8.7 2.16 Fluka 99 MeOH 

Norgestimate Hormone C23H31NO3 370.23767 4.1 11.5 13.12 
Sigma-Al-

drich 
100 MeOH 

Nortriptyline 
Pharmaceutical/ Antide-

pressant 
C18H21N 264.17468 4.4 10.5 6.90 

Sigma-Al-

drich 
99 MeOH 

Ofloxacin 
Pharmaceutical/Fluoro-

quinolone 

C18H20FN3O

4 
362.15106 - 5.4; 6.2 2.20 

Sigma-Al-

drich 
99 MeOH 

Omeprazole 
Pharmaceutical/Anti gas-

trointestinal bleeding 

C17H19N3O3

S 
346.12199 2.2 1.2; 7.4 4.50 

Sigma-Al-

drich 
98.5 MeOH 



Separations 2021, 8, 14 8 of 19 
 

 

Ondansetron 
Pharmaceutical/ Antie-

metic 
C8H20ClN3O294.16009 4.0 

7.3; 

15.4 
3.30 

Sigma-Al-

drich 
100 DMSO 

Orlistat 
Pharmaceutical/Lipase in-

hibitor 
C29H53NO5 496.39965 10.0 12.7 15.36 

Sigma-Al-

drich 
98 MeOH 

Oryzalin Herbicide 
C12H18N4O6

S 
347.10198 3.7 9.4 12.20 

Sigma-Al-

drich 
99.1 MeOH 

Oxazolam 
Pharmaceutical/Anticon-

vulsant 

C18H17ClN2

O2 
329.10513 3.0 12.7 4.42 

Sigma-Al-

drich 
> 95.0 MeOH 

Oxybutynin 
Pharmaceutical/ Anticho-

linergic 

C22H32ClNO

3 
358.23767 4.3 8.4 7.60 

Sigma-Al-

drich 
98 MeOH 

Parathion Pesticide 
C10H14NO5P

S 
292.04031 3.8 - 12.92 

Sigma-Al-

drich 
99 MeOH 

Paroxetine 
Pharmaceutical/ Antide-

pressant 

C19H21ClFN

O3 
330.15000 2.5 9.9 6.00 

Sigma-Al-

drich 
100 EtOH 

Pefloxacin 
Pharmaceutical/Fluoro-

quinolone 

C17H20FN3O

3 
334.15615 0.3 5.7; 6.5 2.24 

Sigma-Al-

drich 
99 MeOH 

Pendimethalin Herbicide C13H19N3O4 282.14483 5.2 10.9 13.90 
Sigma-Al-

drich 
99 MeOH 

Pentoxifylline 
Pharmaceutical/ Antico-

agulant 
C13H18N4O3 279.14517 0.3 19.6 4.42 

Sigma-Al-

drich 
100 H2O 

Pindolol 
Pharmaceutical/ Hyper-

tensive 
C14H20N2O2 249.15975 1.8 9.3 1.52 

Sigma-Al-

drich 
> 95.0 MeOH 

Pipamperone 
Pharmaceutical/ Antide-

pressant 

C21H32Cl2F

N3O2 
376.23948 2.2 13.0 1.60 

Sigma-Al-

drich 
99.9 H2O 

Pirimicarb Insecticide C11H18N4O2 239.15025 1.7 4.5 3.95 
Sigma-Al-

drich 
98.7 MeOH 

Pirimiphos-me-

thyl 
Insecticide 

C11H20N3O3

PS 
306.10358 4.2 4.3 13.14 

Sigma-Al-

drich 
98.5 MeOH 

Prednisone 
Pharmaceutical/ Anti-in-

flammatory 
C21H26O5 359.18530 1.5 12.6 6.96 

Sigma-Al-

drich 
100 MeOH 

Primidone 
Pharmaceutical/ Antiepi-

leptic 
C12H14N2O2 219.11280 0.9 11.5 3.86 

Sigma-Al-

drich 
100 MeOH 

Prochloraz Pesticide 
C15H16Cl3N3

O2 
376.03809 4.6 3.8 11.21 

Sigma-Al-

drich 
98.6 MeOH 

Progesterone Hormone C21H30O2 315.23186 4.2 - 12.79 
Sigma-Al-

drich 
99 MeOH 

Propachlor Herbicide C11H14ClNO212.08367 2.2 0.3 9.96 
Sigma-Al-

drich 
99.8 MeOH 

Propamocarb Fungicide C9H20N2O2 189.15975 1.2 9.5 1.36 
Sigma-Al-

drich 
98.5 MeOH 

Propanil Herbicide C9H9Cl2NO 218.01340 3.1 - 10.29 
Sigma-Al-

drich 
99.7 MeOH 

Propiconazole Fungicide 
C15H17Cl2N3

O2 
342.07706 3.5 1.1 12.43 

Sigma-Al-

drich 
99.1 MeOH 

Propranolol 
Pharmaceutical/ β-blocker 

antihypertensive 
C12H18O 260.16451 3.8 11.1 4.95 

Sigma-Al-

drich 
99.0 MeOH 

Propyphena-

zone 

Pharmaceutical/ Anti-in-

flammatory 
C14H18N2O 231.14919 1.7 4.16 8.57 

Sigma-Al-

drich 
100 MeOH 

Propyzamide Herbicide 
C12H11Cl2N

O 
256.02905 3.4 12.3 11.95 

Sigma-Al-

drich 
99.8 MeOH 

Prosulfocarb Herbicide C16H21NO2 252.14166 2.6 
9.7; 

14.1 
13.56 

MP bio-

medicals 
99 MeOH 

Pyrantel 
Pharmaceutical/Anti-par-

asitic 

C34H30N2O6

S 
207.09505 6.1 2.4 2.11 

Sigma-Al-

drich 
99.9 DMSO 

Pyrazophos Fungicide 
C14H20N3O5

PS 
374.09340 3.1 1.4 13.11 

Sigma-Al-

drich 
99.8 MeOH 

Quinmerac Herbicide C11H8ClNO2222.03163 2.7 4.3 5.00 
Sigma-Al-

drich 
99.9 MeOH 

Quinoxyfen Fungicide 
C15H8Cl2FN

O 
308.00397 4.7 3.6 13.39 

Sigma-Al-

drich 
99.9 MeOH 

Raloxifene 
Pharmaceutical/Estro-

genic 
C14H21NOS 474.17336 3.9 8.9 5.50 

Sigma-Al-

drich 
100 MeOH 
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Ranitidine 
Pharmaceutical/ Antihis-

taminic 

C28H28ClNO

4S 
315.14854 0.9 8.2 1.02 

Sigma-Al-

drich 
100 MeOH 

Risperidone 
Pharmaceutical/ Antipsy-

chotic 

C13H23ClN4

O3S 
411.21908 0.3 8.8 3.80 

Sigma-Al-

drich 
100 MeOH 

Ropinirole 
Pharmaceutical/Antipar-

kinsonian agent 

C16H25ClN2

O 
261.19614 1.1 9.5 1.95 

Sigma-Al-

drich 
100 MeOH 

Roxithromycin 
Pharmaceutical/ Antibi-

otic 
C41H76N2O15 837.53185 3.1 125 8.14 

Sigma-Al-

drich 
100 MeOH 

Sertraline 
Pharmaceutical/ Antide-

pressant 
C17H17Cl2N 306.08108 4.8 9.5 7.52 

Sigma-Al-

drich 
98.0 MeOH 

Simazine Herbicide C7H12ClN5 202.08540 1.8 4.2 7.05 Fluka 99 MeOH 

Sotalol 
Pharmaceutical/ β-blocker 

antihypertensive 

C12H21ClN2

O3S 
273.12674 0.9 10.7 1.07 

Sigma-Al-

drich 
98 DMSO 

Spiroxamine Fungicide C18H35NO2 298.27406 4.2 6.9 8.24 
Sigma-Al-

drich 
98.9 MeOH 

Sulfadiazine 
Pharmaceutical/ Sulphon-

amide 

C10H10N4O2

S 
251.05972 0.4 2.0; 7.0 2.27 

Sigma-Al-

drich 
99 MeOH 

Sulfamethazine 
Pharmaceutical/ Sulphon-

amide 

C12H14N4O2

S 
279.09102 0.3 2.7; 7.7 3.59 

Sigma-Al-

drich 
100 MeOH 

Sulfamethoxa-

zole 

Pharmaceutical/ Sulphon-

amide 

C10H11N3O3

S 
254.05939 0.8 2.0; 6.2 4.80 

Sigma-Al-

drich 
99 MeOH 

Sulfapyridine 
Pharmaceutical/ Sulphon-

amide 

C11H11N3O2

S 
250.06447 0.9 8.4 2.54 

Sigma-Al-

drich 
99.8 MeOH 

Sulfathiazole 
Pharmaceutical/ Sulphon-

amide 
C9H9N3O2S2 256.02089 0.1 2.2; 7.2 2.38 

Sigma-Al-

drich 
100 MeOH 

Tamoxifen 
Pharmaceutical/ Estro-

genic receptor 
C26H29NO 372.23219 7.1 8.9 10.39 

Sigma-Al-

drich 
100 MeOH 

Tebuconazole Fungicide 
C16H22ClN3

O 
308.15242 3.7 2.3 12.22 

Sigma-Al-

drich 
99.3 MeOH 

Telmisartan 
Pharmaceutical/ Hyper-

tensive 
C33H30N4O2 515.24415 6.1 

3.6; 4.7; 

5.9 
7.75 Boehringer 99 MeOH 

Terbinafine 
Pharmaceutical/ Antifun-

gal 
C21H26ClN 292.20598 5.5 8.9 8.33 

Sigma-Al-

drich 
100 EtOH 

Terbuthylazine Herbicide C9H16ClN5 230.11670 3.1 2.0 11.11 
Sigma-Al-

drich 
99.4 EtOH 

Terbutryn Herbicide C10H19N5S 242.14339 3.7 4.3 8.70 
Sigma-Al-

drich 
99.1 MeOH 

Testosterone Hormone C19H28O2 289.21621 4.2 -0.9 10.46 
Sigma-Al-

drich 
99 MeOH 

Thiabendazole 
Pharmaceutical/ Anthel-

minthic 
C10H7N3S 202.04334 2.5 4.6 1.80 

Sigma-Al-

drich 
100 MeOH 

Thiacloprid Insecticide C10H9ClN4S 253.03092 1.3 12.4 6.18 
Sigma-Al-

drich 
99.9 AcN 

Thiamethoxam Fungicide 
C8H10ClN5O

3S 
292.02656 1.5 13.6 3.45 

Sigma-Al-

drich 
99.3 MeOH 

Tramadol Pharmaceutical/ Analgesic 
C16H26ClNO

2 
264.19581 3.0 

9.2; 

13.1 
3.17 

Sigma-Al-

drich 
99 EtOH 

Triadimenol Fungicide 
C14H18ClN3

O2 
296.11603 3.1 13.3 10.87 

Sigma-Al-

drich 
98.2 AcN 

Triamcinolone Pharmaceutical/ corticoid C21H27FO6 395.18644 1.2 13.4 5.46 
Sigma-Al-

drich 
100 DMSO 

Triethyl phos-

phate 

Industrial chemicals/ Cat-

alyser 
C6H15O4P 183.07807 0.8 4.9 5.70 

Sigma-Al-

drich 
99.8 EtOH 

Trimethoprim 
Pharmaceutical/ Antibi-

otic 
C14H18N4O3 291.14517 1.3 7.2 1.92 Fluka 99 MeOH 

Triphenyl phos-

phate 

Industrial chemical/Flame 

retardant 
C18H15O4P 327.07807 4.6 10 13.10 

Sigma-Al-

drich 
100 

Ace-

tone 

Valsartan 
Pharmaceutical/ Antihy-

pertensive 
C24H29N5O3 436.23432 5.3 4.4; 8.3 11.30 Boehringer 99 MeOH 

Verapamil Pharmaceutical/ Blood C27H38N2O4 455.29043 3.8 8.9 7.11 
Sigma-Al-

drich 
95 MeOH 
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Abbreviations (NEG): 2,6−Di−tert−butyl−4−(dimethylaminomethyl)phenol (2,6−Di−tB−4−DMAMP), Bisphenol A (BPA), 

Methyl butyl phthalate (MBP), Perfluorobutanesulfonic acid (PFBS), Perfluorooctanoic acid (PFOA), 

Perfluorooctanesulfonic acid (PFOS), Perfluorooctanesulfonamide (PFPSA), Abbreviations (POS): 

4,4'−bis(dimethylamino)benzophenone (4,4−BDMABP), 4−methylbenzophenone (4−MBP), 4−phenylbenzophenone 

(4−PBZ), Benzyl butyl phthalate (BBP), Bis(2−ethylhexyl)adipate (BEHA), Bis(2−ethylhexyl)phthalate (BEHP), 

Bis(methylglycol)phthalate (BMGP), Dibutyl phthalate (DBP), Dibutyl phthalate (DCHP), 

4,4'−bis(diethylamino)benzophenone (DEAB), Diethyl phthalate (DEP), 2,4−Diethyl-9H-thioxanthen−9−one (DETX), 

Di−n−octyl phthalate (DOP), Ethyl−4−dimethylaminobenzoate (EDAB), 2-

Ethylidene−1,5−dimethyl−3,3−diphenylpyrrolidine (EDDP), 17−alpha−ethynylestradiol (EE2), 

2−ethylhexyl−4−dimethylaminobenzoate (EHDAB), 2−isopropylthioxanthone (ITX), Methyl 3,5-

di−tert−butyl−4−hydroxybenzoate (MBHB). 

 

Table 2. S. Validation results for the target 245 analytes: instrumental (UHPLC-qOrbitrap) and procedural (Vortex – CaptivaND-

Lipids – UHPLC-qOrbitrap) figures of merit. 

 
UHPLC - qOrbitrap 

Vortex - Captiva ND-Lipids - UHPLC-qOrbitrap 
    Low-concentration (10 ng/g) High-concentration (40 ng/g) 

 
LOQinst 

(ng/g) 

RSD 

(%) 

LOIinst 

(ng/g) 

Extern.

cal. (r2) 

LOQpro

c 

(ng/g) 

LOIproc 

(ng/g) 

Matrix-

match. 

cal. (r2) 

Abs 

Rec. 

(%) 

RSD 

(%) 

Apparent recovery 

(%) 
Abs 

Rec. 

(%) 

RSD 

(%) 

Apparent recovery 

(%) 

Compound 
Surr. 

corr. 

Matrix-

match. 

RSD 

(%) 

Surr. 

corr. 

Matrix-

match. 

RSD 

(%) 

[M-H]-                  

2,4-

Dinitrophenolb 
10.36 2 4.71 0.9981 1.54 0.77 0.9943 69 4 90 90 4 84 2 107 101 2 

2,6-Di-tB-4-

DMAMP* 
43.44 2 175.16 0.9702 28.04 29.13 0.9542 94 21 -  72 25 144 7 - 129 7 

Atorvastatina 12.11 1 12.11 0.9922 0.90 9.85 0.9841 16 12 22 98 7 67 1 92 123 7 

Bentazone 10.25 3 4.65 0.9940 1.52 1.52 0.9957 - - - 94 3 - - - 102 1 

Bicalutamideb 8.19 2 1.33 0.9951 0.61 0.61 0.9954 66 3 93 91 3 80 3 103 107 1 

BPA* 146.77 4 26.59 0.9991 1.53 3.85 0.9915 - - - 56 4 - - - 111 2 

Butylparaben 9.15 1 1.48 0.9987 0.68 0.68 0.9939 66 1 - 91 1 104 3 - 108 1 

Clofibric acid 46.01 2 9.46 0.9990 0.70 3.53 0.9961 55 2 - 95 2 98 2 - 108 1 

Efavirenza 9.86 1 1.60 0.9985 1.46 0.73 0.9955 62 4 88 85 3 71 3 97 108 2 

Estriol* 48.36 1 9.94 0.9970 1.47 16.17 0.9940 - - - - - - - - - - 

Flufenoxurona 10.16 3 10.16 0.9947 3.71 3.79 0.9840 29 10 41 71 7 76 3 104 106 5 

Flutamided 165.85 10 1.89 0.9972 0.86 0.75 0.9983 - - 24 - 15 93 1 99 - 10 

Furosemidea 49.43 2 26.23 0.9970 0.75 8.27 0.9925 48 4 68 96 3 39 5 54 110 2 

Hydrochlorothia

zided 
10.52 4 51.18 0.9967 1.56 17.11 0.9975 32 2 45 99 2 84 3 90 105 2 

MBP* 46.59 1 9.58 0.9985 0.71 0.71 0.9922 - - - - - - - - - - 

Mecoprop 8.74 2 8.74 0.9990 0.65 3.26 0.9961 - - - 95 2 - - - 108 1 

Monensina 4.45 2 9.80 0.9957 1.45 15.93 0.9906 37 17 53 80 14 131 2 72 120 5 

Monobenzyl 

phthalate*,a 
8.87 2 8.87 0.9974 0.66 3.31 0.9970 56 3 79 96 3 - - 31 106 1 

Nitrofurantoina 14.84 2 6.74 0.9935 0.00 5.54 0.9970 43 3 61 104 3 51 2 70 104 2 

Nonylphenol*,a 16.46 4 1.03 0.6720 12.07 0.47 0.7132 - - - - - 43 1 59 67 4 

PFBSa 24.51 3 1.54 0.9892 1.41 0.70 0.9971 72 2 101 100 2 73 3 100 104 1 

PFOAa 8.66 2 22.34 0.9891 0.64 3.23 0.9890 66 2 93 89 2 84 3 115 105 2 

PFOSa 9.39 16 1.52 0.9969 0.70 0.70 0.9950 53 6 75 91 6 65 11 89 139 15 

PFOSAa 25.12 2 1.58 0.9798 1.44 0.72 0.9928 - - - - - 67 6 92 107 1 

Pravastatina 10.04 3 10.04 0.9943 0.74 3.75 0.9942 48 3 68 99 2 130 1 71 107 1 

Propanil 8.58 1 1.39 0.9985 0.64 0.64 0.9939 - - - 91 1 - - - 107 1 

Propofol 9.77 14 25.21 0.9787 1.45 6.98 0.9916 - - - 68 13 - - - 117 12 

Valsartana 4.14 1 23.50 0.9945 0.67 7.41 0.9912 47 4 66 95 4 59 5 82 118 2 

[M+H]+                  

2-HBTc 1.51 1 - 0.9996 0.69 0.00 0.9989 74 2 97 94 2 55 1 70 109 3 

4,4-BDMABP* 9.88 2 4.49 0.9929 1.47 1.47 0.9981 81 2 107 100 2 78 2 101 105 1 

4-

Hydroxytamoxife

nc 

9.80 2 1.59 0.9974 1.45 0.73 0.9957 70 1 92 96 1 77 8 99 105 1 
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4-MBP*,a 4.36 4 24.79 0.9996 3.58 7.81 0.9923 56 3 79 88 3 - - 28 109 2 

4-PBZ* 3.99 3 1.42 0.9994 0.65 0.65 0.9949 50 8 - 79 8 102 1 - 111 3 

Acetaminophen 4.08 2 8.98 0.9951 3.35 0.67 0.9963 127 2 - 103 2 75 1 - 103 3 

Acetamipridb 10.31 1 4.68 0.9987 0.76 0.76 0.9987 78 2 103 96 2 - - 72 105 2 

Acetochlora 4.01 1 4.01 0.9988 1.31 0.65 0.9969 65 1 92 91 1 - - 96 104 3 

Acyclovira 1.96 9 12.12 0.9981 19.71 59.27 0.9633 - - - - - 65 1 90 68 10 

Alachlord 4.49 1 4.49 0.9990 1.47 0.73 0.9969 65 1 70 91 1 94 2 101 104 3 

Albendazoleb 12.07 2 1.96 0.9979 0.89 0.89 0.9990 80 3 105 98 3 78 1 100 104 1 

Amantadine 2.36 4 5.20 0.9952 0.38 4.23 0.9932 59 9 - 87 9 148 3 - 113 5 

Ambroxol 9.30 2 24.00 0.9961 1.38 15.12 0.9923 - - - 108 25 99 2 - 135 10 

Ametryna 10.54 2 1.71 0.9989 0.78 0.78 0.9980 68 1 96 89 1 21 26 29 103 3 

Amiodaroneb 4.50 2 4.50 0.9959 1.47 1.47 0.9889 45 4 60 87 4 77 1 99 124 3 

Amitriptylinea 1.53 1 1.43 0.9982 0.70 0.70 0.9916 52 11 74 97 11 83 2 115 118 11 

Anastrozole 6.55 1 6.55 0.9988 1.07 1.07 0.9975 - - - 98 2 - - - 102 2 

Atenololb 10.53 1 4.78 0.9940 8.56 0.00 0.9953 - - - 79 6 81 2 104 - 5 

Atrazinea 4.14 2 1.48 0.9993 1.35 0.68 0.9978 71 2 100 93 2 75 6 101 103 2 

Azelastineb 8.72 2 3.96 0.9961 0.65 0.65 0.9890 74 5 98 110 5 - - 107 116 3 

Azithromycin 9.66 9 4.39 0.9954 1.43 0.72 0.9926 51 7 - 71 7 111 2 - 95 6 

Azoxystrobin 10.70 3 4.86 0.9987 0.79 0.79 0.9985 103 3 - 86 3 89 6 - 98 1 

BBP* 9.61 3 4.37 0.9962 3.59 3.59 0.9955 61 10 - 87 10 98 1 - 113 5 

BEHA*,a 24.41 8 9.46 0.9818 30.87 0.70 0.6154 24 1 34 95 1 52 9 72 - 5 

BEHP* 45.26 19 1.51 0.8449 45.50 0.69 0.6925 107 1 - - - 37 4 - - - 

Bendiocarba 7.11 3 7.11 0.9968 0.53 1.05 0.9946 62 4 88 92 4 131 2 71 106 5 

Benzethoniuma 4.39 1 - 0.9981 0.72 0.00 0.9931 63 2 89 96 2 - - 123 118 2 

Benzophenone* 4.40 5 4.40 0.9991 1.44 0.72 0.9655 54 13 - 81 13 123 9 - 86 11 

Benzothiazolea 27.00 11 149.03 0.9988 0.00 0.78 - - - 95 - 29 42 9 57 - 29 

Bezafibrated 4.39 1 9.66 0.9990 0.72 1.43 0.9984 88 2 96 98 2 67 1 72 103 1 

Bisoprolold 4.42 2 4.42 0.9976 0.72 0.72 0.9966 86 3 93 95 3 72 2 77 102 2 

BMGP* 4.24 1 45.44 0.9950 1.39 61.18 0.9958 71 4 - 91 4 121 10 - 102 1 

Boscalida 4.92 3 27.93 0.9992 0.80 4.04 0.9981 70 4 98 90 4 85 2 116 113 1 

Bosentan 9.22 1 23.78 0.9971 0.68 3.44 0.9937 77 4 - 97 4 91 7 - 113 3 

Bupropiona 9.25 1 4.20 0.9987 3.45 1.37 0.9944 17 30 23 98 29 - - 29 141 26 

Caffeineb 9.19 2 9.19 0.9976 0.68 1.36 0.9979 73 4 96 95 3 82 4 105 107 2 

Caprolactam* 8.92 2 - 0.9896 29.12 0.50 0.9465 - - - - - 60 1 82 75 19 

Captopril 1.74 2 10.73 0.9966 52.44 52.44 - - - - - - - - - - - 

Carbamazepine 9.34 1 1.51 0.9961 1.38 0.69 0.9991 87 1 - 102 1 163 10 - 105 2 

Carbaryla 10.23 3 26.41 0.9922 0.76 8.36 0.9965 73 3 103 97 3 86 5 93 106 2 

Carbendazim 11.68 3 5.31 0.9944 0.87 0.87 0.9982 - - - 98 1 - - - 102 1 

Celecoxiba 5. 59 1 59.81 0.9966 1.82 10.00 0.9954 71 4 100 91 3 53 14 72 103 2 

Cetirizinea 1.96 2 12.10 0.9992 1.79 1.79 0.9839 62 5 88 118 5 20 16 28 155 6 

Chloridazonb 2.37 2 6.65 0.9994 5.46 1.09 0.9967 77 2 102 109 3 50 3 69 108 1 

Chloroxuron 9.88 1 4.49 0.9981 0.73 0.73 0.9985 84 2 - 96 2 110 1 - 104 1 

Chlortoluronb 10.73 2 1.74 0.9966 0.80 0.80 0.9990 79 2 104 99 1 33 14 45 104 2 

Ciprofloxacinc 47.96 10 140.46 0.9199 48.21 16.03 0.9972 165 26 85 80 26 70 5 96 114 7 

Clarithromycina 5.52 1 12.14 0.9936 1.80 1.80 0.9943 64 3 91 95 3 67 2 93 102 4 

Clomazonea 4.29 1 9.44 0.9995 1.40 3.52 0.9963 68 3 97 95 3 90 3 96 103 5 

Clomipramineb 3.93 1 3.93 0.9984 1.29 0.64 0.9960 69 2 91 96 2 81 2 104 104 2 

Clonidined 4.39 2 4.39 0.9958 0.72 0.72 0.9559 90 13 97 119 13 85 3 91 156 10 

Clopidrogela 9.36 2 4.25 0.9986 0.69 0.69 0.9983 50 4 71 82 4 61 3 84 109 1 

Clozapine 10.34 1 4.70 0.9937 1.53 0.77 0.9957 - - - 102 5 - - - - - 

Cortisoneb 10.38 29 26.79 0.9829 3.87 3.87 0.9933 - - 108 105 10 - - 99 100 7 

Cotinine 9.69 7 4.40 0.9944 1.44 15.74 0.9924 - - - 86 8 - - - - - 

Crotamitona 4.45 1 1.59 0.9990 0.73 0.73 0.9955 66 3 94 95 3 74 5 102 106 4 

Cyclophosphami

deb 
4.25 2 9.36 0.9988 1.39 1.39 0.9984 77 1 102 93 1 82 2 105 103 1 

Cyproteronea 4.37 4 4.37 0.9978 1.43 0.71 0.9984 67 6 95 91 6 56 5 77 102 1 

Danofloxacin 43.30 7 126.79 0.9558 29.05 3.32 0.9921 - - 162 78 15 73 11 100 103 5 

DBP* 8.30 9 1.34 0.9789 27.08 0.62 0.7530 - - - - - - - - - - 

DCHP*,d 4.36 6 24.78 0.9937 0.71 7.81 0.9904 30 25 43 79 23 88 2 95 111 9 

DEAB*,a 10.11 1 - 0.9964 0.75 0.00 0.9988 62 10 88 84 8 38 12 52 103 5 

DEP* 22.43 5 1.41 0.9789 28.36 0.64 - - - - - - - - - - - 
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Desloratadine 24.11 3 9.34 0.9927 1.39 0.69 0.9707 - - - 90 27 - - - 120 13 

DETX*,e 9.14 3 1.48 0.9930 1.36 1.36 0.9967 - - - - - 144 1 79 130 15 

Dexamethasoneb 4. 09 2 9.01 0.9959 1.34 3.36 0.9979 74 1 97 95 1 49 6 67 104 3 

Diazepam 4.79 2 4.79 0.9991 0.78 0.78 0.9967 95 1 - 98 1 64 5 - 104 1 

Dichlorvos 1.43 3 22.75 0.9993 1.31 7.17 0.9824 - - - 109 14 - - - 111 14 

Diethyl 

Toluamideb 
1.65 1 1.61 0.9979 0.74 0.74 0.9944 61 3 81 91 3 82 1 105 102 5 

Diflufenican 4.63 3 10.19 0.9977 1.51 8.29 0.9975 - - - 77 4 - - - 113 6 

Dimethachlora 4.58 2 4.58 0.9985 1.49 0.75 0.9951 67 3 94 90 3 59 13 81 102 2 

Dimethoate 9.96 1 9.96 0.9971 0.74 1.48 0.9971 71 4 93 95 4 89 2 114 106 3 

Diphenhydramin

ed 
4.15 2 4.15 0.9972 0.68 0.68 0.9964 64 4 70 95 4 94 1 101 110 2 

Diurond 9.38 2 4.26 0.9987 0.69 1.39 0.9991 78 2 110 95 2 76 5 104 101 3 

Domperidone 6.91 1 39.23 0.9988 1.13 5.67 0.9984 119 2 - 105 2 54 1 - 108 3 

DOP* 46.24 16 46.24 0.8664 46.48 46.48 0.7336 102 1 - - - 51 4 - - - 

Drospirenonea 9.69 3 4.40 0.9980 0.72 0.72 0.9985 64 5 91 101 5 63 5 86 111 5 

Duloxetine 23.92 2 23.92 0.9949 0.69 7.54 0.9975 66 6 - 101 5 99 4 - 112 1 

EDAB* 3.65 2 1.30 0.9994 0.60 0.60 0.9985 57 5 - 95 5 98 1 - 109 5 

EDDP*,a 1.63 1 1.63 0.9982 0.75 0.75 0.9929 52 11 74 - 11 - - 91 123 11 

EHDAB*,a 4.20 2 1.50 0.9961 0.69 3.45 0.9974 26 13 36 69 12 67 2 92 103 12 

Enoxacin 47.20 1 138.22 0.9214 15.78 31.67 0.8082 - - - - - - - - - - 

Enrofloxacine 22.47 3 124.04 0.9966 7.08 3.25 0.9406 - - 101 132 6 137 1 75 146 1 

Eprosartan 4.14 5 4.14 0.9975 0.68 3.40 0.9967 44 5 - 105 5 - - - 112 6 

Equilin* 4.58 2 25.99 0.9951 1.49 16.37 0.9976 61 5 - 95 5 101 2 - 98 4 

Erythromycine 4.20 2 23.84 0.9966 7.51 30.14 0.9754 - - - - - 108 3 - - - 

Ethion 4.25 6 183.50 0.9963 3.49 45.74 0.9961 37 15 - 75 12 103 2 - 107 13 

Exemestanea 1.65 3 4.61 0.9990 0.75 1.51 0.9963 72 3 101 84 3 41 2 57 102 2 

Fenoxycarba 4. 52 3 25.68 0.9993 0.74 3.71 0.9993 68 1 96 90 1 82 3 106 110 1 

Fenpropidina 4.18 2 1.49 0.9987 0.68 0.68 0.9917 63 4 89 98 4 18 23 25 114 5 

Fenpropimorph 3.72 1 3.72 0.9982 0.61 0.61 0.9936 47 7 - 82 7 106 1 - 119 3 

Fenthiona 26.04 8 143.71 0.9962 3.76 16.40 0.9905 42 23 60 80 19 65 8 89 119 24 

Finasteridea 4.57 1 4.57 0.9984 0.74 0.74 0.9975 70 1 99 95 1 78 2 107 104 1 

Fluconazole 3.96 1 8.73 0.9986 0.65 1.29 0.9990 95 1 - 98 1 112 3 - 102 2 

Flumequineb 9.85 2 9.85 0.9991 0.73 3.67 0.9978 79 4 104 96 4 - - 33 108 3 

Flusilazoleb 4.13 1 - 0.9994 0.67 0.00 0.9984 72 1 95 92 1 84 4 90 109 1 

Fluvoxamineb 9.36 2 4.25 0.9978 1.39 0.69 0.9939 46 12 61 103 11 83 2 106 117 8 

Gabapentinb 4.25 3 1.52 0.9963 45.74 1.39 0.8696 - - - - - 76 1 97 - 22 

Genisteina 6.09 2 13.41 0.9984 0.99 5.00 0.9975 73 2 103 92 2 - - - 111 1 

Genistina 6.12 3 65.55 0.9973 1.00 10.96 0.9974 70 5 99 94 5 54 1 74 107 3 

Glibenclamideb 5.12 4 29.06 0.9971 0.83 4.20 0.9945 77 3 101 92 3 38 11 49 106 1 

Glimepirideb 5.36 3 11.80 0.9976 0.87 4.40 0.9954 75 2 98 96 2 55 2 71 109 3 

Glycitina 13.75 1 66.89 0.9987 2.04 22.36 0.9959 69 5 97 99 5 61 2 83 112 1 

Hexazinoned 10.66 2 1.73 0.9957 1.58 0.79 0.9988 84 2 91 100 1 - - - 105 2 

Hydrocortisone 4.43 1 9.75 0.9983 0.72 3.64 0.9979 80 4 - 98 4 105 3 - 107 3 

Hydroxychloroq

uine 
43.03 12 43.03 0.9700 43.26 28.88 0.9734 - - - - - 150 13 82 97 23 

Ifosfamide 4.37 2 9.62 0.9988 1.43 1.43 0.9984 77 1 - 93 1 102 3 - 103 1 

Imatinibb 9.45 2 4.29 0.9933 30.82 0.70 0.9487 52 10 68 118 8 89 2 114 136 8 

Imazalil 4.34 1 4.34 0.9980 0.71 0.71 0.9974 67 1 - 98 1 159 4 - 117 2 

Imidaclopridd 10.39 2 26.82 0.9987 0.77 3.88 0.9977 89 3 97 101 3 75 2 81 104 3 

Iminostilbeneb 3.94 2 1.40 0.9987 1.29 0.64 0.9960 - - 33 - 15 80 2 103 - 5 

Imipramineb 4.25 2 1.52 0.9982 0.69 0.69 0.9971 67 3 89 100 3 79 1 101 120 4 

Indometacinb 4.25 5 276.86 0.9968 0.69 45.74 0.9968 72 3 95 92 3 82 15 105 106 2 

Irbersartanb 4.22 3 4.22 0.9983 0.69 0.69 0.9992 65 3 85 97 3 75 7 96 112 1 

Isoproturond 9.50 2 1.54 0.9961 0.70 0.70 0.9987 68 2 74 98 2 94 2 101 104 1 

ITX* 1.46 4 1.46 0.9983 0.67 0.67 0.9973 - - - 77 10 - - - 108 11 

Ketoconazolea 8.60 5 3.90 0.9932 0.64 0.64 0.9985 66 1 93 102 1 70 1 96 108 2 

Ketoprofen 1.54 1 4.32 0.9984 0.71 0.71 0.9966 77 2 - 95 2 92 3 - 108 2 

Lenacilb 11.77 3 11.77 0.9961 0.87 1.75 0.9997 75 2 98 92 2 59 5 76 102 3 

Levofloxacin 39.33 3 20.87 0.9888 0.60 3.02 0.9993 125 15 - 84 15 89 1 - 111 13 

Lidocaine 3.63 4 1.30 0.9954 0.59 6.51 0.9945 102 6 - 99 6 129 1 - 118 3 
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Linuronb 57.00 4 10.06 0.9994 0.75 3.75 0.9976 70 4 92 92 4 82 1 106 109 2 

Lomefloxacine 43.01 6 43.01 0.9713 3.30 3.30 0.9994 142 10 78 89 10 88 2 95 108 4 

Lorazepamb 1.44 2 8.86 0.9985 0.66 3.31 0.9972 76 2 100 96 2 - - - 110 2 

Losartanb 1.53 2 9.42 0.9981 1.40 1.40 0.9949 60 2 79 94 2 83 1 107 112 2 

MBHB*,b 4.22 2 23.97 0.9988 3.47 7.55 0.9977 48 12 67 76 12 78 3 99 113 4 

Mebendazole 5.17 4 5.17 0.9989 0.84 0.84 0.9991 78 2 - 98 2 - - - 111 2 

Mebeverineb 10.40 2 4.72 0.9985 0.77 0.77 0.9960 74 1 97 97 1 63 4 81 109 2 

Meclocyclineb 130.83 16 271.86 0.9398 44.91 44.91 - - - - - - 82 6 105 - 7 

Medroxyprogeste

ronb 
10.28 1 10.28 0.9980 0.76 3.83 0.9990 70 5 92 90 5 76 5 98 103 3 

Mefenamic acidb 1.96 1 12.10 0.9985 0.90 1.80 0.9978 74 2 98 94 2 86 1 111 111 1 

Memantinea 4.42 2 - 0.9989 1.44 0.00 0.9851 54 10 77 101 9 72 1 100 124 5 

Metalaxyla 3.79 2 1.35 0.9989 0.62 0.62 0.9977 72 4 102 93 4 79 3 102 105 1 

Metamitron 9.63 2 4.38 0.9972 1.43 0.71 0.9994 100 1 - 99 1 87 2 - 104 1 

Metazachlora 4.36 2 4.36 0.9983 0.71 1.42 0.9945 72 3 101 93 3 71 5 98 109 1 

Metconazolea 1.47 2 4.12 0.9982 0.67 1.34 0.9975 72 1 102 93 1 68 1 94 108 2 

Metforminb 9.15 1 1.48 0.9968 3.41 14.87 0.9478 - - - - - 83 4 106 128 18 

Methiocarb 4.21 2 9.27 0.9987 0.69 3.46 0.9962 70 3 - 92 3 - - - 108 1 

Methotrexate 4.61 5 - 0.9942 49.56 0.00 - - - - - - 92 1 - - - 

Methylparabenb 4.25 5 45.55 0.9993 3.50 15.23 0.9901 58 4 77 74 4 90 4 115 99 6 

Metolachlora 9.90 1 4.50 0.9990 0.73 0.73 0.9988 69 3 97 94 3 61 2 84 103 4 

Metoprolold 4.61 5 4.61 0.9982 0.75 0.75 0.9959 92 4 100 99 4 27 28 37 109 1 

Metribuzinc 122.90 1 41.97 0.9815 28.16 7.02 0.8556 - - - - - - - 122 102 1 

Miconazoleb 3.97 1 8.73 0.9987 0.65 1.29 0.9957 51 6 77 86 6 87 3 112 123 3 

Mirtazapineb 9.11 5 4.14 0.9947 1.35 0.67 0.9838 75 7 99 118 6 81 3 104 142 2 

Montelukast 4.61 3 26.19 0.9971 1.51 33.12 0.9962 53 9 - 85 8 - - - 112 4 

Myclobutanilb 1.67 2 1.67 0.9990 0.77 0.77 0.9968 79 2 104 89 2 - - 32 100 1 

Mycophenolic 

acid 
3.61 2 7.95 0.9964 0.59 1.22 0.9965 78 4 - 93 4 129 1 - 108 3 

Naproxena 10.03 13 296.80 0.9917 8.16 49.03 0.9927 60 22 85 64 22 35 16 49 87 4 

Norfloxacine 44.12 7 - 0.8962 3.38 - 0.9982 170 27 94 88 27 79 5 - 116 13 

Norgestimatea 1.71 2 4.78 0.9979 0.78 3.93 0.9966 55 10 77 90 9 56 9 76 112 3 

Nortriptylineb 9.31 2 1.51 0.9973 0.69 0.69 0.9935 67 6 95 107 6 82 2 106 120 3 

Ofloxacina 47.89 6 25.41 0.9779 8.01 3.67 0.7882 - - 25 - 15 - - 60 - 13 

Omeprazole 4.25 1 9.36 0.9990 0.69 7.61 0.9953 - - - - - 88 3 - - - 

Ondansetronb 1.93 5 5.41 0.9975 0.88 0.88 0.9950 76 3 100 103 3 137 11 75 119 1 

Orlistata 4.09 4 9.00 0.9970 1.33 7.32 0.9913 23 24 32 68 16 66 7 91 98 14 

Oryzalina 23.67 5 130.67 0.9985 3.42 29.94 0.9961 55 5 77 81 5 163 1 89 118 5 

Oxazolamb 8.90 2 22.96 0.9972 0.66 14.46 0.9954 50 16 66 86 14 81 2 104 102 9 

Oxybutyninb 4.20 1 4.20 0.9986 0.69 0.69 0.9964 69 2 91 97 2 78 1 100 112 2 

Parathion 192.23 17 - 0.9661 31.98 0.00 0.9325 - - - - - 131 28 - - - 

Paroxetinea 9.88 2 4.49 0.9962 0.73 0.73 0.9954 70 5 99 104 5 171 1 93 120 3 

Pefloxacine 24.89 4 46.90 0.9908 31.47 7.84 0.9867 128 12 71 92 10 67 3 92 108 11 

Pendimethalina 9.21 8 131.12 0.9967 1.37 3.43 0.9920 41 17 59 76 15 62 1 85 110 7 

Pentoxifylline 14.92 1 6.78 0.9958 2.21 1.11 0.9981 98 5 - 106 4 39 1 - 107 1 

Pindolold 8.89 4 8.89 0.9971 29.01 3.32 0.9777 - - 58 - 30 91 4 97 83 28 

Pipamperonee 11.38 3 5.17 0.9953 0.84 0.84 0.9948 136 1 75 106 1 57 2 78 111 1 

Pirimicarba 8.50 2 1.38 0.9989 0.63 0.63 0.9977 59 7 83 92 7 89 1 96 112 3 

Pirimiphos-

methyla 
3.59 1 - 0.9984 0.59 0.00 0.9976 46 7 65 83 6 122 1 - 118 1 

Prednisone 9.83 1 9.83 0.9980 0.73 3.67 0.9986 74 1 - 98 1 - - - 69 5 

Primidoned 1.22 2 19.42 0.9990 0.56 2.81 0.9982 79 1 86 97 1 90 5 97 108 2 

Prochloraza 1.33 1 - 0.9978 0.61 0.00 0.9972 74 4 104 89 4 61 13 84 111 1 

Progesteronee 4.30 1 9.46 0.9987 3.53 0.70 0.9606 154 3 85 106 5 79 4 101 108 1 

Propachlora 9.50 1 4.31 0.9988 1.41 0.70 0.9955 60 5 84 95 4 104 1 - 103 5 

Propamocarba 4.32 1 4.32 0.9959 1.41 1.41 0.9694 38 19 54 120 19 63 12 87 163 13 

Propanil 1.39 1 8.58 0.9992 0.64 1.27 0.9955 71 2 - 87 2 96 2 - 105 4 

Propiconazoleb 4.60 2 4.60 0.9964 0.75 1.50 0.9989 82 1 108 94 1 82 3 105 109 1 

Propranololb 9.52 2 1.54 0.9978 0.71 0.71 0.9956 77 4 101 101 4 75 2 96 110 2 

Propyphenazonea 4.56 1 1.63 0.9990 0.74 0.74 0.9975 69 3 97 93 3 61 16 84 108 3 

Propyzamide 4.06 2 23.09 0.9985 1.33 7.28 0.9957 63 3 - 87 3 - - - 109 2 
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Prosulfocarb 8.55 4 8.55 0.9943 0.63 6.95 0.9950 43 14 - 79 13 121 5 - 119 16 

Pyrantel 6.62 4 2.36 0.9962 5.44 47.55 0.9854 - - - 95 8 - - - 100 2 

Pyrazophosd 4.29 2 4.29 0.9972 0.70 1.40 0.9977 87 11 95 89 11 60 4 65 112 5 

Quinmerac 3.90 2 8.58 0.9989 1.27 3.20 0.9872 17 8 - 108 8 98 2 - 147 8 

Quinoxyfen 9.06 1 4.11 0.9944 0.67 3.38 0.9960 38 17 - 82 13 - - - 111 4 

Raloxifened 10. 26 4 4.66 0.9941 0.76 0.76 0.9960 69 1 73 97 1 86 4 93 110 2 

Ranitidine 4.24 3 24.09 0.9900 15.18 45.65 0.9437 - - - - - - - - - - 

Risperidonea 5.15 2 5.15 0.9984 1.68 0.84 0.9894 65 6 92 113 6 67 6 92 137 4 

Ropinirolee 4.20 5 4.20 0.9987 30.21 0.69 0.9874 148 13 82 95 11 76 4 98 102 3 

Roxithromycinb 4.18 3 4.18 0.9966 0.68 0.68 0.9944 74 2 97 101 2 84 2 108 113 6 

Sertralinea 4.19 1 4.19 0.9969 1.37 1.37 0.9893 63 6 89 111 6 - - 58 136 4 

Simazinea 9.27 1 4.21 0.9989 0.69 0.69 0.9985 72 1 102 94 1 82 5 105 106 2 

Sotalola 11.94 7 11.94 0.9894 1.77 58.35 0.9753 31 17 44 82 12 65 15 90 - 14 

Spiroxaminea 4.54 2 4.54 0.9984 1.48 1.48 0.9901 62 2 88 108 2 63 10 87 136 5 

Sulfadiazinea 4.39 2 9.66 0.9988 0.72 3.61 0.9863 58 13 82 92 12 72 6 99 119 15 

Sulfamethazinea 1.37 2 8.44 0.9998 1.25 3.15 0.9953 57 13 80 83 13 158 18 86 109 10 

Sulfamethoxazole
a 

4.41 1 9.70 0.9990 1.44 3.62 0.9985 61 10 86 89 9 52 14 71 96 6 

Sulfapyridinea 4.82 1 27.36 0.9994 0.79 3.96 0.9752 86 15 94 97 14 68 1 73 135 18 

Sulfathiazoleb 1.47 4 44.01 0.9990 0.67 14.71 0.9892 43 17 57 96 16 81 2 104 118 14 

Tamoxifena 4.03 2 4.03 0.9985 0.66 0.66 0.9965 64 2 90 98 2 134 2 73 124 1 

Tebuconazoleb 3.77 2 3.77 0.9992 1.23 1.23 0.9970 74 1 98 92 1 79 3 102 102 2 

Telmisartana 9.20 6 4.18 0.9970 1.36 0.68 0.9970 116 1 - 97 1 85 2 - 108 2 

Terbinafinea 4.58 2 1.63 0.9989 0.75 0.75 0.9975 41 11 57 78 10 53 2 73 114 3 

Terbuthylazinea 4.30 1 1.53 0.9991 0.70 0.70 0.9973 68 1 96 92 1 90 2 97 110 2 

Terbutryn 2.98 1 1.06 0.9991 0.49 0.49 0.9970 62 3 - 88 3 100 2 - 110 2 

Testosteroned 9.56 3 4.38 0.9976 0.71 0.71 0.9995 75 3 98 97 3 90 1 96 109 2 

Thiabendazoleb 6.87 2 3.12 0.9966 0.51 0.51 0.9959 83 2 109 96 2 148 1 81 107 2 

Thiacloprid 3.75 1 8.27 0.9985 0.61 1.23 0.9996 97 2 - 97 1 108 3 - 101 1 

Thiamethoxam 8.27 1 21.35 0.9984 1.23 3.09 0.9955 107 4 - 104 4 92 2 - 120 1 

Tramadol  1.60 4 4.49 0.9974 0.73 0.73 0.9965 77 7 - 96 7 103 1 - 112 3 

Triadimenol 3.72 1 39.82 0.9986 0.61 6.66 0.9989 75 2 - 95 2 - - - 116 2 

Triamcinoloneb 1.98 4 31.53 0.9976 1.81 1.81 0.9982 77 1 101 101 1 31 14 42 113 1 

Triethylphosphat

ea 
4.30 2 1.53 0.9996 7.70 0.70 0.9902 39 17 56 110 17 143 13 78 110 14 

Trimethoprim 4.38 5 4.38 0.9897 1.43 0.71 0.9824 114 15 - 86 15 79 2 - 107 12 

Triphenylphosph

ateb 
3.76 1 3.76 0.9994 0.61 0.61 0.9986 73 6 96 90 6 79 1 101 113 2 

Valsartanb 4.14 1 9.11 0.9985 0.67 3.40 0.9971 60 8 79 101 8 61 2 78 122 1 

Verapamilb 4.23 1 4.23 0.9985 0.69 0.69 0.9983 75 4 99 98 3 88 1 110 114 1 

Superscripts: (a) [2H5]-atrazine, (b) [13C3]−caffeine, (c) [2H8]-ciprofloxacin, (d) [2H6]−diuron, (e) [2H5]−enrofloxacin, (*) Not included in 

the optimization, only at validation. Abbreviations (NEG): 2,6−Di-tert-butyl−4−(dimethylaminomethyl)phenol 

(2,6−Di−tB−4−DMAMP), Bisphenol A (BPA), Methyl butyl phthalate (MBP), Perfluorobutanesulfonic acid (PFBS), Perfluorooctanoic 

acid (PFOA), Perfluorooctanesulfonic acid (PFOS), Perfluorooctanesulfonamide (PFPSA), Abbreviations (POS): 

4,4'−bis(dimethylamino)benzophenone (4,4−BDMABP), 4−methylbenzophenone (4−MBP), 4−phenylbenzophenone (4−PBZ), Benzyl 

butyl phthalate (BBP), Bis(2−ethylhexyl)adipate (BEHA), Bis(2-ethylhexyl)phthalate (BEHP), Bis(methylglycol)phthalate (BMGP), 

Dibutyl phthalate (DBP), Dibutyl phthalate (DCHP), 4,4'−bis(diethylamino)benzophenone (DEAB), Diethyl phthalate (DEP), 

2,4−Diethyl−9H−thioxanthen−9−one (DETX), Di−n−octyl phthalate (DOP), Ethyl−4−dimethylaminobenzoate (EDAB), 

2−Ethylidene−1,5-dimethyl−3,3−diphenylpyrrolidine (EDDP), 17−alpha−ethynylestradiol (EE2), 

2−ethylhexyl−4−dimethylaminobenzoate (EHDAB), 2−isopropylthioxanthone (ITX), Methyl 3,5−di-tert−butyl−4−hydroxybenzoate 

(MBHB). 
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Figure S1. Extracted ion chromatograms (EICs) of the identified compounds at confidence level 1 and 

2a in commercial treated milk by suspect screening in positive ionization modes. (a) 

1,2,3,9−tetrahydro−4H−carbazol−4−one oxime; (b) 

3−amino−2−phenyl−2H−pyrazolo[4,3−c]pyridine−4,6−diol; (c) 4−Indolecarbaldehyde; (d) 

7−Methyl−2−phenylquinoline−4−carboxylic acid; (e) Bis(2−ethylhexyl) amine; (f) Isoquinoline. 

 

Figure S2. Extracted ion chromatograms (EICs) of the identified compounds at confidence level 1 

and 2a in commercial raw milk by suspect screening in positive ionization modes. (a) 

acetaminophen; (b) 3-amino−2-phenyl−2H-pyrazolo[4,3−c]pyridine−4,6−diol; (c) 

3−Methyl−5−(5,5,8a−trimethyl−2−methylene−7−oxodecahydro−1−naphthalenyl)pentyl acetate; (d) 

4−Indolecarbaldehyde; (e) 7−Methyl−2−phenylquinoline−4−carboxylic acid; (f) Citroflex A−4; (g) 

Isoquinoline. 
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Figure S3. Extracted ion chromatograms (EICs) of the identified compounds at confidence level 1 and 

2a in commercial powder milk by suspect screening in positive ionization modes. (a) Benzothiazole; (b) 

Caffeine; (c) Genistein; (d) Genistin; (e) 5−Hydroxymethyl−2−furaldehyde; (f) Bis(2−ethylhexyl) amine; 

(g) Isoquinoline; (h) Piperine. 

 

Figure S4. Extracted ion chromatograms (EICs) of the identified compounds at confidence level 1 in 

breast milk A by suspect screening in positive ionization modes. (a) BEHP; (b) Benzothiazole; (c) Caf-

feine; (d) Caprolactam. 
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Figure S5. Extracted ion chromatograms (EICs) of the identified compounds at confidence level 2a in 

breast milk A by suspect screening in positive ionization modes. (a) 

3−amino−2−phenyl−2H−pyrazolo[4,3−c]pyridine−4,6−diol; (b) 

3−Methyl−5−(5,5,8a−trimethyl−2−methylene−7−oxodecahydro−1−naphthalenyl)pentyl acetate; (c) 

4−Methoxycinnamic acid; (d) Amfepramone; (e) Didecyldimethylammonium. 

 

Figure S6. Extracted ion chromatograms (EICs) of the identified compounds at confidence level 1 and 

2a in breast milk B by suspect screening in positive ionization modes. (a) Acetaminophen; (b) Caffeine; 

(c) 3−Methyl−5−(5,5,8a−trimethyl−2−methylene−7−oxodecahydro−1−naphthalenyl)pentyl acetate; (d) 4-

Indolecarbaldehyde; (e) Avobenzone; (f) OPEO. 
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Figure S7. Extracted ion chromatograms (EICs) of the identified compounds at confidence level 1 

in breast milk C by suspect screening in positive ionization modes. (a) BEHP; (b) Benzophenone; 

(c) Caffeine; (d) Triethyl phosphate. 

 

Figure S8. Extracted ion chromatograms (EICs) of the identified compounds at confidence level 2a 

in breast milk C by suspect screening in positive ionization modes. (a) BEHP; (b) Benzophenone; 

(c) Caffeine; (d) Avobenzone; (e) Nootkatone; (f) OPEO; (g) Piperine. 
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Figure S9. Extracted ion chromatograms (EICs) of the identified compounds at confidence level 1 

and 2a in breast milk D by suspect screening in positive ionization modes. (a) Caffeine; (b) 

3−Acetyl−2,5−dimethylfuran; (c) OPEO; (d) Piperine. 


