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

Exact Commer- A
Molecular . Purity Sol-
Compound Type of compound mass logP pKa ., cialven- = |
formula (min) (%) vent
(g/mol) dor
[M-H]-
24-Dinitrophe- 1 maceutical/Antiseptic CHiN:0s oF01202 167 41 gg7 SBMEAL g0 on
nol 1 drich
2,6-Di-tB-4-  Industrial chemical/Anti- Sigma-Al-
AP i C/HxNO 26221764 - 112 1023 “ 9707 99 MeOH
Atorvastatin | narmaceutical/ Anti-cho-CoHeFNO o0 hoany 53 54 1033 S8MAl o0 pygo
lesterol 5 drich
Bentazone Herbicide CobN20s 1 05686 20 0.8 2.80 ngdr?;IAl- 99.9 AcN
Bicalutamide Pharmac.eutlcal( Anticar- CisH14sFaN2 430.06104 25 12 1110 ngm'a-Al- 99 MeOH
cinogenic 045 1 drich
pps  [ndustrialchemical/Plastic o by o 5os 10775 35 96 930 SBMFAN 49 MeoH
component drich
Butylparaben ndustrial chemical/Anti- = by o 0308702 85 3.0 10.63 TEMAL 999 MeOH
fungal drich
Clofibricacid | narmaceutical/ Lipid- by 6 51403067 34 29 480 MPPIO 150 MeoH
regulating medicals
Efavirenz Pharn}aceutl.cal/ An- CuHoCIFsN 315.02739 46 102 1251 ngm_a-Al- 99 MeOH
tiretroviral O2 1 drich
Estriol Pharmaceutical/Estro- - 1y 96716507 24 105 599 C8MAL 90 MeoH
genic drich
Flufenoxuron Insecticide CuHnCIFe o0 05624 101 62 1377 DBMAAL g1 AN
N203 drich
Flutamide Pharmac.eutlcal( Anticar- CuHuFsN2 276.07217 33 131 1185 ngm_a-Al- 99 MeOH
cinogenic Os 7 drich
Furosemide Pharmaceutlc.al/ Sulphon- C12H10CIN2 33000772 2.1 338 430 ngm.a-Al- 99 MeOH
amide Os. drich
Hydrochlorothi-p,, - aceutical/ Thiazide TN 006 96447 7% 01 243 SBMAL o5 \eoH
azide S2 9.2 drich
MBP Industrial chemical/Plasti- - 1 o 551 08193 24 - 398 J8MFAR g9 M reon
cizer drich
Mecoprop Herbicide CoHiCIOs 214.03967 38 3.1  4.82 s‘gdl?ii'hAl' 99.6 MeOH
. . T Sigma-Al-
Monensin  Pharmaceutical/Antibiotic C3sHe2O11 669.42194 5.4 6.6 15.14 rich 99 MeOH
Monobenzyl Industrial ck}ermcal/l’lash- CisHpOs  255.06628 3 31 458 ngm.a-Al- 99 MeOH
phthalate cizer drich
Nitrofurantoin | farmaceutical/ Antibi- b o oae 05381 72 05 332 OBMAR 9949 DMsO
otic drich
Nonylphenol [ndustrial chemical/Anti- . 4o 5 51917544 58 103 13.84 J8MAN 99 NeoH
oxidant drich
PFBS Industrial chemicals/ - 115 o 20905006 33 54 646 SBTA 95 NeoH
PFASs drich
PFOA Industrial chemicals/ -~ yp o 41307360 .42 51 920 SBMAL o9 Nieon
PFASs drich
PFOS Industrial chemicals/ - e 5o 49903750 33 26 1147 SBMAL o7 ool
PFASs drich
Industrial chemicals/ CsH2F17NO2 Dr.
PFOSA PEAS o 49895349 34 48 1316 . 995 MeOH
Pravastatin | narmaceutical/ Antilipe- o Ly o 404609 - a2 575 O8MAR 150 Meon
mic drich
Propanil Herbicide CoHoClNO 27 0% 53 191 1050 S‘gdlzl;lAl' 99 MeOH
Propofol L armaceutical/Anaes- b 10710849 38 111 1290 DETAN g9 NeoH
thetic drich
Valsartan | harmaceutical/ Antihy- o by 1. 436.03432 53 44;83 585 Boehringer 99 MeOH
pertensive

[M+H]*
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Industrial chemicals/Cor-

Sigma-Al-

2-HBT &l chemie C/HSNOS 15201646 25 64 570 _ 99.9 MeOH
rosion inhibitor drich
44BDMABp dustrial chemical/Pho- - G 5 0o 16081 38 114 1216 D8 AN 99 MeoH
tosensitizer drich
4-Hydroxyta- 1 bolite/ Tamoxifen  CaHNO: 38822711 68 87 846 287 AL 100 VeoH
moxifen drich
gvpp  (ndustrial chemical/Coat- - b o 10700600 - 735 1253 DBMAN g9 MeoH
ing agent drich
gppz  ndustrialchemical/Coat- - \y oo q917a . . 1350 DEMAAL g0 MreoH
ing agent drich
Acetaminophen | farmaceutical/ Antiin- o Go 5 07061 09 95 175 Fluka 999 MeOH
flammatory
Acetamiprid Herbicide CoHnCIN: 223.07450 08 07 510 ngdr?;IAl- 100 MeOH
Acetochlor Herbicide CubaCINO ) 10553 41 - 1249 S‘gdri‘;lAl' 952 MeOH
2
Acyclovir | harmaceutical/ Antiviral o 6 96.00347 <16 23,93 106 BT A 100 DMSO
agent drich
Alachlor Herbicide CuHCING ) 10555 35 - 1249 S‘gdri‘izlAl' 99.8 MeOH
2
Albendazole | narmaceutical/ Anthel- CoblisNsQ: o 0 0o 5 g g g SIBMAAL 00 pyieo
mintic drich
Pharmaceutical/ Antiviral, Sigma-Al-
Amantadine antiparkinsonian and an- CioHisCIN 152.14338 2.4 10.7 1.68 gdrich 100 MeOH
tihyperalgesic
Ambroxol Pharmaceutlca.l/ Anti mu- C13H1sBraN2 376.98586 2.7 0.7;9.0; 370 ngm_a-Al- 100 MeOH
colytic (©) 15.3 drich
Ametryn Herbicide CoHuN:S 22812774 2.6 0007 oo SBMEAL g0 ¢ \reoH
14.6 drich
Amiodarone | parmaceutical/ Anti- - CsHWCIEN (0 oh000 76 g5 1755 SIBMaAl g0\ p o
arrhythmic, Vasodilatory Os drich
Amitriptyline | narmaceutical/ Antide- o b 57810033 48 98 648 CETAN 150 MeoH
pressant drich
. . . AcN:H
Anastrozole | narmaceutical/ Anticar- 0 o0s 17130 30 20 820 SBMAL g og
cinogenic drich
(20:80)
Atenolol | narmaceutical/ g-blocker - by N0 o0z 17050 02 96 097 SBMAL L o5 0 MeoH
antihypertensive drich
Atrazine Herbicide CsH14CINs 216.10105 2.2 4.2 8.90 Fluka 99 MeOH
Azelastine | narmaceutical/ Antihis- CoFasClNs 5o 1 007 0 g9 79 SIEMAALN o0 \on
taminic drich
Azithromycin | narmaceutical/ Antibi- o\ 74051580 24 124 397 TBTAAN o5 yeon
otic drich
Azoxystrobin Fungicide CoHN:Os 40412410 42 19  11.88 s‘gdl?ii'hAl' 99.3 MeOH
BBP Industrial chemical/Plasti- - by o 51594304 47 - 1348 S8MAR g9 Meon
cizer drich
peHa  (ndustrial chemical/Plasti- - by o0 31550 81 - 1593 O8MAAR g0 M reon
cizer drich
pepp  [ndustrial chemical/Plasti-— - o 0106009 76 31 1587 SBMAL o9 Neon
cizer drich
Bendiocarb Insecticide CiuHiNOs 22409173 1.6 148  8.10 s‘gdl?ii'hAl' 99.9 MeOH
Benzethonium | farmaceutical/ Bacteri- CzHeCINO 1) 101 g5 . 1185 SiEmaAl o0\ on
cide 2 drich
Benzophenone naustrial chemical/UV: b o ye3 08044 32 113 1175 DBTAAN 99 Meon
filter drich
Benzothiazole Food additive C/HsNS 13602155 21 23 650 s‘gdl?ii'hAl' 97 MeOH
Bezafibrate | parmaceutical/ Lipid- CoHCINO ) 1y0ae 0 55 1047 MPPIOC oo \eom
regulating 4 medicals
Bisoprolol | narmaceutical/ p-blocker o by G o3 11761 19 93 g8 SBMEAN o540 NeoH
antihypertensive drich
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Industrial chemical/Plasti-

Sigma-Al-

BMGP _ CuHisOs 28211034 111 - . _ 99 MeOH
cizer drich
Boscalid Fungicide Cst2CEN2 313 03004 49 143 12,02 B AL 999 MeoH
O drich
Bosentan | parmaceutical/ Hyper- CHNsQs ooy 19115 49 55 1204 S8MAN g0 \roopn
tensive S drich
Bupropion Pharmaceutical/ Antide- Ci13H19Cl2N 24011497 33 8.2, 410 ngm_a-Al- 100 MeOH
pressant (©) 18.3 drich
Caffeine  Cirestyle products/Stimu- 0 1 10508765 12 06 250 CEMAL g0 MeoH
lant drich
Caprolactam  Industrial product ~ CéHuNO 11409134 -02 82 235 S‘gdri‘izlAl' 99 MeOH
. e Sigma-Al-
Captopril Enzymatic inhibitor CoHi1sNOsS 218.08454 0.3 3.7,9.8 4.00 drich >95.0 MeOH
Carbamazepine | Parmaceutical/ Antide- . 1y \16 23710224 28 160 7.80 “BMAAN 100 MeoH
pressant drich
Carbaryl - CuHuNO:2 202.08626 2.5 148 863 S‘gdri‘;lAl' 99.9 MeOH
Carbendazim Fungicide CoHON:O: 19207675 18 97 150 S‘gdri‘izlAl' 99.5 DMSO
Celecoxib Pharmaceutical/ Anti-in- Ci17H14F3N3 38208316 - 11 1250 ngm_a-Al- 99 MeOH
flammatory (O8] drich
Cetirizine | narmaceutical/ Antihis- CaFasCIN2 300 1 005 27365 5 4y Sigma-Al- g9\ oy
taminic Os 7.6 drich
Chloridazon Herbicide CioHsCIN30222.04287 11 34 455 ngCELAI- 99.8 MeOH
Chloroxuron Herbicide CsHsCIN2 01 08048 34 140 1158 DA 958 MeoOH
O2 drich
Chlortoluron Herbicide CmHgClNz 213.07892 24 135 8.60 S‘gdl?izlAl' 99.5 MeOH
Ciprofloxacin | narmaceutical/Fluoro- CrHENSO 55 14050 8 57.87 240  Fluka 999 MeOH
quinolone 3
Clarithromycin | farmaceutical/ Antibi= - oy N0 7448417 32 125 792 BMAN 450 puso
otic drich
Clomazone Herbicide CoHuCINO, 4 07858 29 39 10.40 S‘ngizlAl' 983 MeOH
2
Clomipramine | narmaceutical/ Antide- o by o\, 31516005 49 92 782 EMEAN g Vol
pressant drich
Clonidine | armaceutical/ Hyper- - o\ 23002463 25 82 147 D™ AN o9 VeoH
tensive drich
Clopidogrel Pharmaceutical/ Antico- C16H16C1N0322.0 6630 38 53 1186 ngm.a-Al- 100 MeOH
agulant 25 drich
Clozapine L narmaceutical/ Antipsy- o vy on, 35713710 34 3.9;7.4 454 BT AN 150 MeoH
chotic drich
Cortisone Pharmaceutical/ corticoid C21H280s 361.20095 1.7 126 7.12 ngdl?iac-hAl- 98 MeOH
Cotinine Metabolite/ Nicotine C“’HZNM 17710224 02 48  1.00 s‘gdl?ii'hAl' 985 MeOH
Crotamiton | narmaceutical/Seabi- oy N 00413800 28 12 1043 S8MEAN o7 pon
cide, Antipruritic drich
Cyclopbospha- Pharmac.eutlcal( Anticar- C7HisCl2N2 26103210 01 134 540 ngm.a-Al- 100 MeOH
mide cinogenic 0P drich
H /P " Toronto
Cyproterone 01 oS STOBESIETONE o b 1C105 37517215 31 97 1175 Research 100 MeOH
derivate K
Chemicals
Danofloxacin | narmaceutical/Fluoro- CsH0ENsO 50 151 1 56,67 260 S8MAR g9 Moo
quinolone 3 drich
DBP Industrial chemical/Plasti- - 1\ o 57915000 45 38 1359 O8MAN g9 MeoH
cizer drich
pcyp ~ [ndustrial chemical/Plasti- b\ o 551 10030 414 73 1432 SBMAR g0 M reon
cizer drich
pEap ~ (ndustral chemical/lPho- b0 o\ 5 shso07as - 255 1351 DA o9 MeoH
tochemical drich
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Industrial chemical/Plasti-

9.28,1

Sigma-Al-

DEP o CeHuO: 22208921 242 31 WENTAT 99 MeOH
. . . Sigma-Al-
Desloratadine  Metabolite/ Loratadine Ci9H19CIN2 311.13095 4.5 - 3.53 drich 100 MeOH
perx ~ [ndustialproduct/Coat- 0 o oio 00086 - - 1430 EMAL g9 MeoH
ing drich
Dexamethasone | narmaceutical/ Antisin 0 o 0500718 17 124 830 DAL g0 MeoH
flammatory drich
Diazepam  Pharmaceutical/Sedative — "IN 28507802 282 34 1050 S‘gdri‘;lAl' >95.0 MeOH
Dichlorvos Pesticide CiH/CLOP 22095318 14 91 728 S‘gdri‘;lAl' 99 MeOH
Diethyl Tol- Insecticide CoHuNO 19213829 25  -10 935 8™ Al o060 \reon
uamide drich
Diflufenican Herbicide C19H11F5N2 39508135 51 133 13.35 S‘gdri‘;lAl' 983 AcN
Dimethachlor Herbicide C”HliCINozsé.w%s 26 16 1025 S‘gdri‘iacilAl' 99.8 AcN
Dimethoate Insecticide CSHI;IZ\IOSP 230.00690 0.3 159 4.82 S‘gdri‘;lAl' 99.8 MeOH
Diphenhydra-  Pharmaceutical/ Antihis- - by ~\Noose 16050 37 89 547 O8™ AN 100 MeoH
mine taminic drich
Diuron Herbicide Cng(O)ChNZ 233.02429 25 132 926 Fluka 98 MeOH
Domperidone | narmaceutical/ Antie- - CaHliCINs 01015 99 95 477 SBMAAL g0 gy
metic, Gastric prokinetic O2 drich
DOP Industrial chemical/Plasti- - 11 " 39108409 81 73 1587 S8 AR o0 \reom
cizer drich
Ph tical/ Hormo- igma-Al-
Drospirenone | narmaceutical/Hormo- oy oy 36700677 40 - 1150 DA 150 MeoH
nal drich
Duloxetine | narmaceutical/ Antide- -y poc hog 10601 42 97 645 SEAN 909 MeoH
pressant drich
EDAB Industrial chemical/UV' - 1y N6, 10411756 32 25 11.69 D8 AF 99 MeoH
filter drich
EDDP Fungicide ColCINO o 10033 35 - 650 S‘gdlzlizlAl' 100 MeOH
4
papap ~ ndustrial chemical/UV- - by N6 o7go1146 - 24 1445 SBMAL o0 ieon
filter drich
Enoxacin | parmaceutical/Fluoro- CsHUENIO 51 100me 5 5586 108 S8MAN 59 \oon
quinolone 3 drich
Enrofloxacin | narmaceutical/Fluoro- CsH2ENsO 50 17100 1 15 5767 280 SBMAR g9 Vo
quinolone 3 drich
Ph tical/ Hyper- CasH 1
Eprosartan armaceutical/ Hyper- CzHuN207 515005 38 3667 500 SOV 99 MeOH
tensive S Pharma
Ph tical/Estro- igma-Al-
Equilin armaceutical/Bstro- o pp 6, 96915361 - 94 7.88 CBMAAR g9 o
genic drich
Ph tical/ Antibi- igma-Al-
Erythromycin | armaceutical/ Antibi- o pyovo, 7as46852 31 125 639 DBMAN 450 Eom
otic drich
Ethion Pesticide CoHnO:P:51384.99489 51 - 13.87 s‘gdl?izlAl' 97.6 MeOH
Exemestane | farmaceutical/ Anticar- by o o7 10401 30 196 1123 DA 100 MeoH
cinogenic drich
igma-Al-
Fenoxycarb Insecticide CrHiNO: 30213868 43 139 12.50 s‘gdﬁh 100 AcN
igma-Al- Ace-
Fenpropidin Fungicide CoHaN 27425203 55 101 800 BmaAl gy Ace
drich tone
igma-Al- Ace-
Fenpropimorph Fungicide CoHsNO 30426349 52 67 823 JBMa 9%
drich tone
Fenthion Insecticide CioH1s05P$2279.02730 41 - 13.00 s‘gdl?ii'hAl' 986 AcN
Finasteride | armaceutical/Hairre- - by o\ 057308495 30 145 1113 DA 998 MeoH
storer drich
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Pharmaceutical/ Antifun- Ci13H12F2Ne

Sigma-Al-

Fluconazole 30711134 06 127 391 ) 100 MeOH
gal (©) drich
Flumequine | narmaceutical/ Antibi- by eN0126208740 16 65 797 CBMAAN 991 Ay
otic drich
Flusilazole Fungicide CoHEENS 31 10761 37 25 1212 SBMAAl 4o, Ace
i drich tone
Fluvoxamine | narmaceutical/ Antide- CisH2ENz 510679 35 g9 700 SEMFAN 150 Nieon
pressant Oz drich
Gabapentin | narmaceutical/Antiepi- oy o 17p 13301 1 37 139 SBMEALN 0 vreon
leptic 10.7 drich
Genistein Phytoestrogen CisHiOs 27106010 31 0080 74g EXTaSYNTgg ron
9.0 these
Genistin Phytoestrogen CaFOn 43311292 0.8 700 41 BXUASYN g9 9 peoH
12.5 these
Glibenclamide | harmaceutical/Antidia- CoHCINs o 15100 47 53 1210 S8MFAL | o5 0 MeoH
betic 0OsS drich
Glimepiride | Parmaceutical/Antidia- CxHaNiOs jo) 03007 39 43 1048 SBMAL 100 pyso
betic S drich
. 9.0; Extrasyn-
Glycitin Phytoestrogen C22H2010 447.12857 1.3 122 3.43 these 99 MeOH
Hexazinone Herbicide CiHxN40225316590 1.9 22 682 ngdr?;IAl- 100 MeOH
. . - Sigma-Al-
Hydrocortisone Pharmaceutical/ corticoid C21H300s 363.21660 1.6 12,6 7.09 drich 98 MeOH
Hydroxychloro- Pharmaceutical/ Chemo- CisHsCIN3 Sigma-Al- AcN:H
yaroxychioro ceutical Hhemon st N 33618372 2 97 098 O 98 20
quine therapeutic, Antibiotic OsS drich
(60:40)
ffosfamide | larmaceutical/ Anticar- GHICEN ) ) 03015 09 132 542 SBMAL g5 \eop
cinogenic O:P drich
fmatinib | narmaceutical/ Anticar- o e\ 40406629 35 125 402 DAL 150 MeoH
cinogenic drich
Imazalil Fungicide CuluCEN2 o) 05560 38 65 654 DBTAAl ggq Ace-
O drich tone
Imidacloprid Insecticide CHWCINGO )50 05058 0.8 1% 456 TBMAL g9 \eop
2 11.1 drich
Iminostilbene | narmaceutical/ Antide- o b 10400643 4 17 1231 DEMAN 50 MeoH
pressant drich
Ph tical/ Antide- igma-Al-
Imipramine | armaceutical/ Antide- o b 08100123 43 92 680 B 99 MeOH
pressant drich
Indometacin | parmaceutical/Anti-in- CoHCINO 350 hop50 43 45 1214 SBMAR 100 \eon
flammatory 4 drich
Pharmaceutical/ Hyper- .
Irbersartan tensive Ca2sH2sNesO 429.23974 55 4.1;83 850  Sanofi 99 MeOH
Isoproturon Herbicide C2HisN20 207.14919 2.6 138 940  Fluka 99 MeOH
ITX Industrial product/Pack- 1y 06 95508381 5.6 - 13.88 DBTAAN 99 MeoH
aging drich
Ketoconazole | narmaceutical/ Antifun- CaeHasClN o3 150, 43 40,68 701 SBMAL g9 oy
gal Oa drich
Ph tical/ Anti-in- P bio-
Ketoprofen | narmaceutical/ Antisin- oy o ons 0157 36 39 996 MEPIO g9 \eoH
flammatory medicals
Lenacil Herbicide CisHiN202 23514410 17 107 7.92 S‘gdl?izlAl' 99.9 MeOH
Levofloxacin narmaceutical/Fluoro- CslofNO ) 15106 5460 916 SBMIAL g9 Vo
quinolone 4 drich
Lidocaine | narmaceutical/ Anaes- o vy \. 03518049 24 79 239 DBMAAN 990 MeoH
thetic drich
Linuron Herbicide CHICEN2 1901921 32 119 1116 DB AN 997 Acn
O2 drich
Lomefloxacin | narmaceutical/Fluoro- - CrHIENs 50, 1y 5607 961 SBMAAL g9 oy
quinolone O3 drich
Ph tical/ Anxio- CisHioCl igma-Al-
Lorazepam armaceutical/ Anxio- CisHICEN2 )1 1051 04 130 866 T8 AN 95 MeoH
lytic O2 drich
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Losartan | harmaceutical/ Hyper- CoHnCINe )0y 00/0 51 38:83 906 Merck 98 MeOH
tensive (@]
mprp  [ndustrial chemical/Anti- o Ly 0 oesaz0s - - 1362 TBTAAN o9 Mo
oxidant drich
Mebendazole | rarmaceutical/ Anthel- - bp 6 00610007 28 66 710 CBMAN 100 pvso
mintic drich
Mebeverine | narmaceutical/ Anticho- CsHCINO 5 500y 5 103 650 SBMAAN 150 ool
linergic 5 drich
Meclocycline | narmaceutical/ Antibi- - CoFrCIN2 (o 00y 5 gy 505 SIBMAL 0 oy
otic O1S drich
Medroxypro- - Pharmaceutical/ Anticar- .y 34501040 35 178 1204 D8P AN 956 MeoH
gesterone cinogenic drich
Mefenamic acid | narmaceutical/ Anti-in- - by v o 11756 51 42 1273 TEMFAN ge5 pvso
flammatory drich
Memantine | narmaceutical/ Antipar- Ly N g017a68 2 107 442 CBMAAN g \eon
kinsonian agent drich
Metalaxyl Fungicide CisHzNO: 28015433 17 14 9.40 S‘gdri‘iacilAl' 99.8 MeOH
Metamitron Herbicide CuHuoN:O 203.09274 08 15 410 S‘gdri‘;lAl' 100 i‘:e
Metazachlor Herbicide CuleCINs e 10547 27 - 1005 S‘gdri‘;lAl' 994 MeOH
Metconazole Fungicide CrH2CING 3015242 37 114 1249 DBMAAN g0 Ay
O drich
Metformin | parmaceutical/ Antidia- -y i\ 3010872 26 124 092 CBMAN 400 veoH
betic drich
Methiocarb Pesticide CuHisNO2S226.08963 29 148 10.98 s‘gCEZIAI' 99.8 MeOH
. . . H0 +
Methotrexate | Parmaceutical/ Anticar- o 0\ o 45517850 1.8 47 158 DBTAAN 150 oL
cinogenic drich NaOH
Methylparaben Personal care product CsHsOs 153.05462 1.7 85 530 Slgdl?iacilAl- 98 MeOH
Metolachlor Herbicide CsH2CINO 0y 14118 31 168 1246 S‘gdlzlizlAl' 97.6 MeOH
2
Ph tical/ p-block igma-Al-
Metoprolol | narmaceutical/ B-blocker b0 N6y oeg 10072 2 141 317 TBTAAN L g50 MeoH
antihypertensive drich
o . Sigma-Al- Ace-
Metribuzin Herbicide CsHaNsOS 215.09611 1.7 1.0 7.40 rich tone
Miconazole | parmaceutical/ Antibi- CuHuCIN2 1 99330 55 g5 gg1 SEMEAL 450 \ioy
otic O drich
Ph tical/ Antide- igma-Al-
Mirtazapine | parmaceutical/ Antide- N 06616517 29 66 282 EMFAL 999 NeoH
pressant drich
Montelukast | armaceutical/ Antide- CsHsCINO G0 o0, 5 g0 q3g7 SIBMAAL 00 \eoy
pressant sNa drich
igma-Al-
Myclobutanil Fungicide CisHiCINs 289.12145 2.9 23 11.63 s‘gdﬁh 99.6 MeOH
Mycophenolic - Pharmaceutical/ Antibi- by ' 351 13306 28 56 953 “BMAAL 955 \reon
acid otic drich
Ph tical/ Anti-in- foma-AL
Naproxen armaceutical/ Anti-in- by 6 03190157 32 42 998 TEMFAN 50 NeoH
flammatory drich
Norfloxacin | narmaceutical/Fluoro- CeHlsENsO 3 1 4550 09 57.87 216  Fluka 99 MeOH
quinolone 3
igma-Al-
Norgestimate Hormone CsHsNOs 37023767 41 115 13.12 s‘gdﬁh 100 MeOH
Ph tical/ Antide- igma-Al-
Nortriptyline | larmaceutical/ Antide- o by \ 0417468 44 105 690 BMA 99 MeOH
pressant drich
Ofloxacin Pharmace?utlcal/Fluoro- C18H20FN3O 36215106 - 54:62 220 ngm.a-Al- 99 MeOH
quinolone 4 drich
Ph tical/Anti gas- Ci7H igma-Al-
Omeprazole | parmaceutical/Anti gas- CrHINOs 31019109 55 19.74 450 S8MFAL 955 NeoH
trointestinal bleeding S drich
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Pharmaceutical/ Antie-

7.3;

Sigma-Al-

Ondansetron , CsH0CIN30294.16009 4.0 3.30 ) 100 DMSO
metic 15.4 drich
Orlistat T narmaceutical/Lipasein- .y Vo 49630965 100 127 1536 D874 95 MeoH
hibitor drich
Oryzalin Herbicide C“H?’MOG 34710198 37 94 1220 S‘gdri‘;lAl' 99.1 MeOH
Oxazolam [ narmaceutical/Anticon- CwHVCIN2 30 10513 50 157 440 SEMFAL | o5 0 Vieon
vulsant O2 drich
Oxybutynin Pharmace.utlcav Anticho- szHszClNOBS&237 7 43 84 7 60 ngm_a-Al- 98 MeOH
linergic 3 drich
Parathion Pesticide C1°H1;NO5P292.04031 38 - 1292 S‘gdri‘;lAl' 99 MeOH
Paroxetine | narmaceutical/ Antide- CoFiCIEN 33 15000 55 99 600 SBMFAN 10 pop
pressant Os drich
Pefloxacin | narmaceutical/Fluoro- CrH2ENO 3 15015 03 57,65 204 TBMAN g9 \eop
quinolone 3 drich
. . - Sigma-Al-
Pendimethalin Herbicide Ci13H19N3O04 282.14483 52 109 13.90 drich 99 MeOH
Pentoxifylline | rarmaceutical/ Antico oy 16007014517 03 196 442 DA 450 o
agulant drich
Pindolol [ narmaceutical/ Hyper- - bo 004015075 18 93 152 DAL 050 MeoH
tensive drich
Pipamperone | parmaceutical/ Antide- CaFlCLE 37 310 0 130 160 SBMAL 999 0
pressant NzO2 drich
Pirimicarb Insecticide CuHisN402239.15025 1.7 45 395 ngcﬁ;\Al- 98.7 MeOH
Pirimiphos-me- Insecticide CuFoNIOs 50 10358 42 43 1314 BPAN 055 \reoH
thyl PS drich
Prednisone | narmaceutical/ Antisin- o o a50 18530 15 126 696 CBMAAL 100 MeoH
flammatory drich
Primidone | parmaceutical/ Antiepi- .y \6,01011280 09 115 386 CBMAAL 100 MeoH
leptic drich
Prochloraz Pesticide CHICENs 376 3809 46 38 1121 s‘gdl?izlAl' 98.6 MeOH
2
Sigma-Al-
Progesterone Hormone C21H3002 315.23186 4.2 - 12.79 drich 99 MeOH
Propachlor Herbicide CuHuCINO212.08367 22 03 996 s‘gdl?ii'hAl' 99.8 MeOH
. Sigma-Al-
Propamocarb Fungicide CoH20N202 189.15975 12 95 136 rich 98.5 MeOH
Propanil Herbicide CoHsCLNO 21801340 3.1 - 1029 s‘gdl?izlAl' 99.7 MeOH
Propiconazole Fungicide CoHVCENs 5 07706 35 14 1243 T8 AN 991 MeoH
O2 drich
Propranolol | narmaceutical/ B-blocker Ly o 00 16a51 38 111 495 TBTAAN 990 MeoH
antihypertensive drich
Propyphena- - Pharmaceutical/ Anti-in- - 1y \16 031140919 17 416 857 8™ AN 150 MeoH
zone flammatory drich
Propyzamide Herbicide C“HSCIZN 25602905 34 123 1195 s‘gdl?izlAl' 99.8 MeOH
Prosulfocarb Herbicide CiHaNO: 25214166 26 7 1356 MEPIO g9 NieoH
14.1 medicals
Pyrantel | harmaceutical/Anti-par- GuFiNOe o o505 61 54 pq1 SBMAAL 999 g
asitic S drich
Pyrazophos Fungicide CuloNsOs 374 00340 31 14 1311 T8 AL 998 MeoH
PS drich
Quinmerac Herbicide CuHsCINO2222.03163 2.7 43 5.00 s‘gdl?izlAl' 99.9 MeOH
Quinoxyfen Fungicide CoHCLEN 350 00397 47 3.6 1339 DBM3AN 999 MeoH
O drich
Raloxifene | parmaceutical/Estro- o by N0 47417336 39 89 550 CBMAALN 100 veon
genic drich
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Pharmaceutical/ Antihis- C2sH2sCINO

Sigma-Al-

Ranitidine o 31514854 09 82 102 ) 100 MeOH
taminic S drich
Risperidone | narmaceutical/ Antipsy- CioHaCINe 1 01900 3 g 380 SBMAAL 105 Vo
chotic OsS drich
Ropinirole | narmaceutical/Antipar- CioblsCIN: oy 114 11 g5 195 SEMAAL 00 \eop
kinsonian agent (@) drich
Roxithromycin | narmaceutical/ Antibi- o b\ 63753185 31 125 814 CBMAL 100 MeOH
otic drich
Sertraline | narmaceutical/ Antide- o\ 50608108 48 95 752 DBMAAN 980 MeoH
pressant drich
Simazine Herbicide C7Hi2CINs 202.08540 1.8 42 7.05  Fluka 99 MeOH
Sotalol Pharmafteutlcal/ [3-'b10cker C12H21CIN2 27312674 09 107 107 ngm_a-Al- 98 DMSO
antihypertensive 0sS drich
Spiroxamine Fungicide CisHNO2 29827406 42 69 824 S‘gdri‘;lAl' 989 MeOH
Sulfadiazine | narmaceutical/ Sulphon- ClothoNiO2 )1 5077 4 50,70 227 TBMEAL g \op
amide S drich
Sulfamethazine | narmaceutical/ Sulphon- CoHNi©O2 g 1910) 03 27,77 350 “BMAR 150 Neon
amide S drich
Sulfamethoxa- Pharmaceutu?al/ Sulphon- C10H1N3Os 25405939 0.8 2.0;62 4.80 ngm_a-Al- 99 MeOH
zole amide S drich
Sulfapyridine | harmaceutical/ Sulphon- CiiNaG:2 o5 00117 9 g4 254 SEMIAL 994 \eop
amide S drich
Sulfathiazole | narmaceutical/Sulphon- oy \. .6, 05602089 0.1 22,72 238 T8AN 100 \eon
amide drich
Tamoxifen | narmaceuticall Estro- o b N6 37003219 71 89 1039 TEMTAL 100 MeOH
genic receptor drich
Tebuconazole Fungicide C“’HSCN 30815242 37 23 1222 s‘gdl?izlAl' 99.3 MeOH
Telmisartan | narmaceutical/ Hyper-— oy \.oy, 51504415 6.1 247 775 Boehringer 99 MeOH
tensive 59
Terbinafine | Parmaceutical/ Antifun= oy N 20200508 55 89 833 JEMTAN 00 pop
gal drich
Terbuthylazine Herbicide CoHusCINs 230.11670 31 2.0 1111 s‘gdl?izlAl' 99.4 EtOH
Terbutryn Herbicide CiHuNsS 24214339 37 43 870 S‘ngizlAl' 99.1 MeOH
Sigma-Al-
Testosterone Hormone CioH2sO2 289.21621 4.2 -09 10.46 drich 99 MeOH
Thiabendazole | narmaceutical/ Anthel- o o v oasaa 25 46 180 TBMAN 100 MeoH
minthic drich
Thiacloprid Insecticide CuHsCIN:S 253.03092 1.3 124  6.18 s‘gdl?izlAl' 999 AcN
Thiamethoxam Fungicide C8H12§1N50292.02656 15 136 345 S‘gdlzlizlAl' 99.3 MeOH
Tramadol Pharmaceutical/ AnalgesicC16H26C1NO264.19581 3.0 92 3.17 ngm.a-Al- 99 EtOH
2 13.1 drich
Triadimenol Fungicide CuliCINs o6 11603 31 133 1087 DBMAN gg5 AN
O2 drich
. . . . Sigma-Al-
Triamcinolone Pharmaceutical/ corticoid C21H27FOs 395.18644 1.2 134 5.46 drich 100 DMSO
Triethyl phos- Industrial chemicals/ Cat- CeHsOP 183.07807 08 49 570 ngm.a-Al- 998 EtOH
phate alyser drich
Trimethoprim Pharmacezzzal/ Antib N0 29114517 13 72 192 Fluka 99 MeOH
Triphenyl phos- Industrial chemical/Flame CisHsOP 32707807 46 10 13.10 ngm.a-Al- 100 Ace-
phate retardant drich tone
Valsartan | narmaceutical/ Antihy= o by 1. 436.23432 53 4483 1130 Boehringer 99 MeOH
pertensive
: : Sigma-Al-
Verapamil Pharmaceutical/ Blood C27H3sN204 455.29043 3.8 8.9 7.11 95 MeOH

drich




Separations 2021, 8, 14 10 of 19

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.

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

UHPLC - qOrbitrap

Apparent recovery Apparent recovery

LOQpr0 Matrix- Abs Abs R

LOQuRSD LOLm Exterrzl. O Ree, KD (%) Ree, RSP (%)
Compouna 799 30 0 )5 ) D1 80 S S0 5 0 S D
[M-HI-
2 1036 2 471 09981 154 077 09943 69 4 90 90 4 84 2 107 101 2
Dinitrophenol®
2,6-Di-tB-4-
DnaMps 4344 2 17516 09702 2804 2913 09542 94 21 - 72 25 14 7 - 129 7
Atorvastatin® 1211 1 1211 09922 090 985 09841 16 12 22 98 7 67/ 1 92 123 7
Bentazone 1025 3 465 09940 152 152 099%7 - - - 94 3 - - - 102 1
Bicalutamide 819 2 133 09951 061 061 09954 66 3 93 91 3 8 3 103 107 1
BPA* 14677 4 2659 09991 153 385 09915 - - - 56 4 - - - 111 2
Butylparaben 915 1 148 09987 068 068 09939 66 1 - 91 1 104 3 - 108 1
Clofibricacid 4601 2 946 09990 070 353 099%1 55 2 - 95 2 98 2 - 108 1
Efavirenzz 986 1 160 09985 146 073 09955 62 4 8 8 3 71 3 97 108 2
Estriol* 4836 1 994 09970 147 1617 09940 - - - - - - - -
Flufenoxuron: 1016 3 10.16 09947 371 379 09840 29 10 41 71 7 76 3 104 106 5
Flutamide! 16585 10 189 09972 086 075 09983 - - 24 - 15 93 1 99 - 10
Furosemide: 4943 2 2623 09970 075 827 09925 48 4 68 96 3 39 5 54 110 2
Hyd“;cigi‘;mthla 1052 4 5118 09967 156 1711 09975 32 2 45 99 2 8 3 90 105 2
MBP* 4659 1 958 09985 071 071 09922 - - - - - - - - -
Mecoprop 874 2 874 09990 065 326 099%1 - - - 95 2 - - - 108 1
Monensin® 445 2 980 09957 145 1593 09906 37 17 53 80 14 131 2 72 120 5
Monobenzyl = 07 ) 487 09974 066 331 09970 56 3 79 9% 3 - - 31 106 1
phthalate*2
Nitrofurantoin® 1484 2 674 09935 000 554 09970 43 3 61 104 3 51 2 70 104 2
Nonylphenol*» 1646 4 103 06720 1207 047 07132 - - - - - 43 1 59 67 4
PFBS: 2451 3 154 09892 141 070 09971 72 2 101 100 2 73 3 100 104 1
PFOA: 866 2 2234 09891 064 323 09890 66 2 93 8 2 8 3 115 105 2
PFOS: 939 16 152 09969 070 070 09950 53 6 75 91 6 65 11 89 139 15
PFOSA* 2512 2 158 09798 144 072 09928 - - - - - &7 6 92 107 1
Pravastatine 1004 3 10.04 09943 074 375 09942 48 3 68 99 2 130 1 71 107 1
Propanil 858 1 139 09985 064 064 09939 - - - 91 1 - - - 107 1
Propofol 977 14 2521 09787 145 698 09916 - - - 68 13 - - - 117 12
Valsartan® 414 1 2350 09945 067 741 09912 47 4 66 95 4 59 5 8 118 2
[M+H]*
2-HBT* 151 1 - 099% 069 000 09989 74 2 97 94 2 55 1 70 109
44BDMABP* 988 2 449 09929 147 147 09981 81 2 107 100 2 78 2 101 105 1

4-
Hydroxytamoxife 9.80 2 159 0.9974 145 073 09957 70 1 92 96 1 77 8 99 105 1
nC
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4-MBP** 436 4 2479 0999 358 781 09923 56 3 79 88 3 - - 28 109 2
4-PBZ* 399 3 142 09994 065 065 09949 50 8 - 79 8 102 1 - 111 3
Acetaminophen 408 2 898 09951 335 067 09963 127 2 - 103 2 75 1 - 103 3
Acetamiprid® 1031 1 468 09987 076 076 09987 78 2 103 9 2 - - 72 105 2
Acetochlorr 401 1 401 09988 131 065 0999 65 1 92 91 1 - - 9 104 3
Acyclovir 196 9 1212 09981 1971 5927 09633 - - - - - 65 1 90 68 10
Alachlord 449 1 449 09990 147 073 09969 65 1 70 91 1 94 2 101 104 3
Albendazole® 1207 2 196 09979 089 089 09990 80 3 105 98 3 78 1 100 104 1
Amantadine 236 4 520 09952 038 423 09932 59 9 - 87 9 148 3 - 113 5
Ambroxol 930 2 2400 0991 138 1512 09923 - - - 108 25 99 2 - 135 10
Ametryns 1054 2 171 09989 078 078 09980 68 1 96 89 1 21 26 29 103 3
Amiodarone® 450 2 450 09959 147 147 09889 45 4 60 8 4 77 1 99 124 3
Amitriptyliner 153 1 143 09982 070 070 09916 52 11 74 97 11 83 2 115 118 11
Anastrozole 655 1 655 09988 107 107 09975 - - 98 2 - - - 102 2
Atenolol® 1053 1 478 09940 856 000 09953 - - - 79 6 8l 2 104 - 5
Atrazine 414 2 148 09993 135 068 09978 71 2 100 93 2 75 6 101 103 2
Azelastine® 872 2 396 09961 065 065 09890 74 5 98 110 5 - - 107 116 3
Azithromycin 966 9 439 09954 143 072 09926 51 7 - 71 7 111 2 - 95 6
Azoxystrobin 1070 3 486 09987 079 079 09985 103 3 - 8 3 8 6 - 98 1
BBP* 961 3 437 099%2 359 359 0995 61 10 - 8 10 98 1 - 113 5
BEHA* 2441 8 946 09818 3087 070 06154 24 1 34 95 1 5 9 72 - 5
BEHP* 4526 19 151 08449 4550 069 06925 107 1 - - - 37 4 - - -
Bendiocarb: 711 3 711 09968 053 105 09946 62 4 8 92 4 131 2 71 106 5
Benzethonium: 439 1 - 09981 072 000 09931 63 2 8 9 2 - - 123 118 2
Benzophenone* 440 5 440 09991 144 072 09655 54 13 - 81 13 123 9 - 8 11
Benzothiazole: 27.00 11 14903 09988 000 078 - - - 95 - 29 4& 9 57 - 29
Bezafibrate! 439 1 966 09990 072 143 09984 88 2 9 98 2 67 1 72 103 1
Bisoprolold 442 2 442 09976 072 072 09966 8 3 93 95 3 72 2 77 102 2
BMGP* 424 1 4544 09950 139 6118 09958 71 4 - 91 4 121 10 - 102 1
Boscalid® 492 3 2793 09992 080 404 09981 70 4 98 90 4 8 2 116 113 1
Bosentan 922 1 2378 09971 068 344 09937 77 4 - 97 4 91 7 - 113 3
Bupropion: 925 1 420 09987 345 137 09944 17 30 23 98 29 - - 29 141 26
Caffeine® 919 2 919 09976 068 136 09979 73 4 96 95 3 8 4 105 107 2
Caprolactam* 892 2 - 09896 2912 050 09465 - - - - - 60 1 8 75 19
Captopril 174 2 1073 09966 5244 5244 - - - - - - - - .
Carbamazepine 934 1 151 0991 138 069 09991 8 1 - 102 1 163 10 - 105 2
Carbaryl: 1023 3 2641 09922 076 836 0995 73 3 103 97 3 8 5 93 106 2
Carbendazim 1168 3 531 09944 087 087 09982 - - - 98 1 - - - 102 1
Celecoxib*  5.59 1 5981 0996 182 1000 09954 71 4 100 91 3 53 14 72 103 2
Cetirizine* 196 2 1210 09992 179 179 09839 62 5 8 118 5 20 16 28 15 6
Chloridazon® 237 2 665 09994 546 109 09967 77 2 102 109 3 50 3 69 108 1
Chloroxuron 988 1 449 09981 073 073 09985 84 2 - 96 2 110 1 - 104 1
Chlortoluron® 1073 2 174 09966 080 080 0999 79 2 104 99 1 33 14 45 104 2
Ciprofloxacin® 4796 10 14046 09199 4821 1603 09972 165 26 85 80 26 70 5 96 114 7
Clarithromycin® 552 1 1214 09936 180 180 09943 64 3 91 95 3 67 2 93 102 4
Clomazone: 429 1 944 0999 140 352 09963 68 3 97 95 3 90 3 96 103 5
Clomipramine® 393 1 393 09984 129 064 0990 69 2 91 9 2 81 2 104 104 2
Clonidine! 439 2 439 09958 072 072 09559 90 13 97 119 13 85 3 91 156 10
Clopidrogel* 936 2 425 0998 069 069 09983 50 4 71 82 4 61 3 8 109 1
Clozapine 1034 1 470 09937 153 077 09957 - - - 102 5 - - - - -
Cortisone® 1038 29 2679 09829 387 387 09933 - - 108 105 10 - - 99 100 7
Cotinine 969 7 440 09944 144 1574 0994 - - - 8 8 - - - - -
Crotamiton® 445 1 159 09990 073 073 09955 66 3 94 95 3 74 5 102 106 4
Cyd"pc}lffpham‘ 425 2 936 09988 139 139 09984 77 1 102 93 1 8 2 105 103 1
Cyproterones 437 4 437 09978 143 071 09984 67 6 95 91 6 5 5 77 102 1
Danofloxacin 4330 7 12679 09558 29.05 332 09921 - - 162 78 15 73 11 100 103 5
DBP* 830 9 134 09789 2708 062 07530 - - - - - - - - - .
DCHP*¢ 436 6 2478 09937 071 781 09904 30 25 43 79 23 8 2 95 111 9
DEAB*» 1011 1 - 0994 075 000 09988 62 10 8 8 8 38 12 52 103 5
DEP* 2243 5 141 09789 2836 064 - - - - - - - - - .
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Desloratadine 2411 3 934 09927 139 069 09707 - - - 9 27 - - - 120 13
DETX*® 914 3 148 09930 136 136 0997 - - - - - 144 1 79 130 15
Dexamethasone® 4.09 2 901 09959 134 336 09979 74 1 97 95 1 49 6 67 104
Diazepam 479 2 479 09991 078 078 09%7 95 1 - 98 1 64 5 - 104 1
Dichlorvos 143 3 2275 09993 131 717 09824 - - - 109 14 - - - 111 14
Diethyl 165 1 161 09979 074 074 09944 61 3 8 91 3 8 1 105 102 5
Toluamideb
Diflufenican 463 3 1019 09977 151 829 09975 - - - 77 4 - - - 113 6
Dimethachlors 458 2 458 09985 149 075 09951 67/ 3 94 90 3 59 13 8 102 2
Dimethoate 996 1 996 09971 074 148 09971 71 4 93 95 4 89 2 114 106 3
D‘phe“ke‘zdramm 415 2 415 09972 068 068 09%4 64 4 70 95 4 9% 1 101 110 2
Diurond 938 2 426 09987 069 139 0991 78 2 110 95 2 76 5 104 101 3
Domperidone 691 1 3923 09988 113 567 09984 119 2 - 105 2 54 1 - 108 3
DOP* 4624 16 4624 08664 4648 4648 07336 102 1 - - - 5 4 - - .
Drospirenone?  9.69 3 440 09980 072 072 09985 64 5 91 101 5 63 5 8 111 5
Duloxetine 2392 2 2392 09949 069 754 09975 66 6 - 101 5 99 4 - 112 1
EDAB* 365 2 130 09994 060 060 09985 57 5 - 95 5 98 1 - 109 5
EDDP* 163 1 163 09982 075 075 09929 52 11 74 - 11 - - 91 123 11
EHDAB* 420 2 150 09961 069 345 09974 26 13 36 69 12 67 2 92 103 12
Enoxacin 4720 1 13822 09214 1578 3167 08082 - - - - - - - - . .
Enrofloxacine 2247 3 12404 09966 7.08 325 09406 - - 101 132 6 137 1 75 146 1
Eprosartan 414 5 414 09975 068 340 0997 44 5 - 105 5 - - - 112 6
Equilin* 458 2 2599 09951 149 1637 09976 61 5 - 95 5 101 2 - 98 4
Erythromycine 420 2 2384 099%6 751 3014 09754 - - - - - 108 3 - - -
Ethion 425 6 18350 09963 349 4574 09961 37 15 - 75 12 103 2 - 107 13
Exemestaner 165 3 461 09990 075 151 09963 72 3 101 84 3 41 2 57 102
Fenoxycarb®  4.52 3 2568 09993 074 371 09993 68 1 9 90 1 8 3 106 110 1
Fenpropidin® 418 2 149 09987 068 068 09917 63 4 89 98 4 18 23 25 114
Fenpropimorph 372 1 372 09982 061 061 09936 47 7 - 8 7 106 1 - 119
Fenthion® 2604 8 14371 09962 376 1640 09905 42 23 60 80 19 65 8 89 119 24
Finasteride: 457 1 457 09984 074 074 09975 70 1 99 95 1 78 2 107 104 1
Fluconazole 396 1 873 0998 065 129 09990 95 1 - 98 1 112 3 - 102 2
Flumequine® 985 2 985 09991 073 367 09978 79 4 104 9% 4 - - 33 108 3
Flusilazole® 413 1 - 09994 067 000 09984 72 1 95 92 1 84 4 90 109 1
Fluvoxamine® 936 2 425 09978 139 069 09939 46 12 61 103 11 83 2 106 117 8
Gabapentin® 425 3 152 09963 4574 139 0869% - - - - - 76 1 97 - 2
Genistein® 609 2 1341 09984 099 500 09975 73 2 103 92 2 - - - 111 1
Genistin® 612 3 6555 09973 100 1096 09974 70 5 99 94 5 54 1 74 107 3
Glibenclamide® 512 4 2906 09971 083 420 09945 77 3 101 92 3 38 11 49 106 1
Glimepiride® 536 3 1180 09976 087 440 09954 75 2 98 9 2 55 2 71 109 3
Glycitinn 1375 1 6689 09987 204 2236 09959 69 5 97 99 5 61 2 8 112 1
Hexazinone! 1066 2 173 09957 158 079 09988 84 2 91 100 1 - - - 105 2
Hydrocortisone 443 1 975 09983 072 364 09979 80 4 - 98 4 105 3 - 107 3
Hydrol’l?r’l Cehlomq 4303 12 4303 09700 4326 2888 09734 - - - - - 150 13 8 97 23
Ifosfamide 437 2 962 09988 143 143 0998 77 1 - 93 1 102 3 - 103 1
Imatinib> 945 2 429 09933 3082 070 09487 52 10 68 118 8 89 2 114 136 8
Imazalil 434 1 434 09980 071 071 09974 67 1 - 98 1 159 4 - 117 2
Imidacloprid? 1039 2 2682 09987 077 388 09977 89 3 97 101 3 75 2 8 104 3
Iminostilbene® 394 2 140 09987 129 064 0990 - - 33 - 15 80 2 103 - 5
Imipramine® 425 2 152 09982 069 069 09971 67 3 8 100 3 79 1 101 120 4
Indometacin® 425 5 27686 09968 069 4574 0998 72 3 95 92 3 8 15 105 106 2
Irbersartan® 422 3 422 09983 069 069 09992 65 3 8 97 3 75 7 9% 112 1
Isoproturond 950 2 154 0991 070 070 09987 68 2 74 98 2 94 2 101 104 1
ITX* 146 4 146 09983 067 067 09973 - - - 77 10 - - - 108 11
Ketoconazoler 860 5 390 09932 064 064 09985 66 1 93 102 1 70 1 9% 108 2
Ketoprofen 154 1 432 09984 071 071 099%6 77 2 - 95 2 9 3 - 108 2
Lenacilb 1177 3 1177 09961 087 175 09997 75 2 98 92 2 5 5 76 102 3
Levofloxacin 3933 3 20.87 09888 060 302 09993 125 15 - 84 15 8 1 - 111 13
Lidocaine 363 4 130 09954 059 651 09945 102 6 - 99 6 129 1 - 118 3
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Linuron® 5700 4 1006 09994 075 375 09976 70 4 92 92 4 8 1 106 109 2
Lomefloxacine  43.01 6 43.01 09713 330 330 09994 142 10 78 89 10 88 2 95 108 4
Lorazepam® 144 2 886 09985 066 331 09972 76 2 100 96 2 - - - 110 2
Losartan® 153 2 942 09981 140 140 099499 60 2 79 94 2 8 1 107 112 2

MBHB* 422 2 2397 09988 347 755 09977 48 12 67 76 12 78 3 99 113 4
Mebendazole 517 4 517 09989 084 084 0991 78 2 - 98 2 - - - 111 2
Mebeverine® 1040 2 472 09985 0.77 077 0990 74 1 97 97 1 63 4 8 109 2
Meclocycline®  130.83 16 271.86 0.9398 4491 4491 - - - - - - 82 6 105 - 7

Medro;‘g’ﬁj"ge“e 1028 1 1028 09980 0.76 3.83 09990 70 5 92 90 5 76 5 98 103 3
Mefenamicacid® 196 1 1210 09985 090 180 09978 74 2 98 94 2 8 1 111 111 1

Memantine: 442 2 - 09989 144 000 09851 54 10 77 101 9 72 1 100 124 5
Metalaxyls 379 2 135 09989 062 062 09977 72 4 102 93 4 79 3 102 105 1
Metamitron ~ 9.63 2 438 09972 143 071 09994 100 1 - 99 1 8 2 - 104 1
Metazachlor® 436 2 436 09983 071 142 09945 72 3 101 93 3 71 5 98 109 1
Metconazoles 147 2 412 09982 067 134 09975 72 1 102 93 1 68 1 94 108 2
Metformin® 915 1 148 09968 341 1487 09478 - - - - - 83 4 106 128 18
Methiocarb 421 2 927 09987 069 346 099%2 70 3 - 9 3 - - - 108 1
Methotrexate 461 5 - 09942 4956 000 - - - - - - 92 1 - -
Methylparaben® 425 5 4555 09993 350 1523 09901 58 4 77 74 4 90 4 115 99 6
Metolachlors 990 1 450 09990 073 073 09988 69 3 97 94 3 61 2 84 103 4
Metoprolold 461 5 461 09982 075 075 09959 92 4 100 99 4 27 28 37 109 1
Metribuzine 12290 1 4197 09815 28.16 7.02 08556 - - - - - o122 12 1
Miconazole® 397 1 873 09987 065 129 09957 51 6 77 8 6 8 3 112 123 3
Mirtazapine® 911 5 414 09947 135 067 09838 75 7 99 118 6 81 3 104 142 2
Montelukast 461 3 2619 09971 151 3312 0992 53 9 - 8 8 - - - 112 4
Myclobutanile 167 2 167 09990 077 077 099%8 79 2 104 8 2 - - 32 100 1
Mycogi‘gnc’l‘c 361 2 795 0994 059 122 0995 78 4 - 93 4 129 1 - 108 3
Naproxen:  10.03 13 29680 09917 816 49.03 09927 60 22 85 64 22 35 16 49 87 4
Norfloxacine 4412 7 - 08962 338 - 09982 170 27 94 88 27 79 5 - 116 13
Norgestimater 171 2 478 09979 078 393 0996 55 10 77 90 9 5 9 76 112 3
Nortriptyline® 931 2 151 09973 069 069 09935 67 6 95 107 6 8 2 106 120 3
Ofloxacin® 4789 6 2541 09779 801 367 07882 - - 25 - 15 - - 60 - 13
Omeprazole 425 1 936 09990 069 761 09953 - - - - - 8 3 - -
Ondansetron® 193 5 541 09975 088 088 09950 76 3 100 103 3 137 11 75 119 1

Orlistate 409 4 900 09970 133 732 09913 23 24 32 68 16 66 7 91 98 14
Oryzaline 2367 5 13067 09985 342 2994 09961 55 5 77 81 5 163 1 89 118 5
Oxazolam® 890 2 2296 09972 066 1446 09954 50 16 66 86 14 81 2 104 102 9
Oxybutynin® 420 1 420 0998 069 069 0994 69 2 91 97 2 78 1 100 112 2
Parathion 19223 17 - 09661 31.98 000 09325 - - - - - 131 28 - -
Paroxetine®  9.88 2 449 09962 073 073 09954 70 5 99 104 5 171 1 93 120 3
Pefloxacin® 2489 4 4690 09908 3147 7.84 09867 128 12 71 92 10 67 3 92 108 11
Pendimethaline 921 8 13112 09967 137 343 09920 41 17 59 76 15 62 1 85 110 7
Pentoxifylline 1492 1 678 09958 221 111 09981 98 5 - 106 4 39 1 - 107 1
Pindolold 889 4 889 09971 2901 332 09777 - - 58 - 30 91 4 97 83 28
Pipamperonec 1138 3 517 09953 084 084 09948 136 1 75 106 1 5/ 2 78 111 1
Pirimicarb* 850 2 138 09989 063 063 09977 59 7 8 92 7 8 1 9 112 3
Pirimiphos- 5 59 1 09984 059 000 0997 46 7 65 8 6 12 1 - 118 1

methyl?

Prednisone  9.83 1 983 09980 073 367 0998 74 1 - 98 1 - - - 69 5
Primidoned 122 2 1942 09990 056 281 09982 79 1 8 97 1 90 5 97 108 2
Prochlorazs 133 1 - 09978 061 000 09972 74 4 104 8 4 61 13 84 111 1
Progesteronec 430 1 946 09987 353 070 09606 154 3 8 106 5 79 4 101 108 1
Propachlorr 950 1 431 09988 141 070 09955 60 5 8 95 4 104 1 - 103 5
Propamocarbe 432 1 432 09959 141 141 09694 38 19 54 120 19 63 12 87 163 13

Propanil 139 1 858 09992 064 127 09955 71 2 - 8 2 9 2 - 105 4
Propiconazole® 460 2 460 0994 075 150 09989 82 1 108 94 1 8 3 105 109 1
Propranolol® 952 2 154 09978 071 071 09956 77 4 101 101 4 75 2 96 110 2

Propyphenazone: 456 1 163 09990 074 074 09975 69 3 97 93 3 61 16 84 108 3
Propyzamide 406 2 2309 09985 133 728 09957 63 3 - 8 3 - - - 109 2
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Prosulfocarb 855 4 855 09943 063 695 09950 43 14 - 79 13 121 5 - 119 16
Pyrantel 662 4 236 0992 544 4755 09854 - - - 95 8 - - - 100 2
Pyrazophost 429 2 429 09972 070 140 09977 87 11 95 89 11 60 4 65 112 5
Quinmerac 390 2 858 09989 127 320 09872 17 8 - 108 8 98 2 - 147 8
Quinoxyfen  9.06 1 411 09944 067 338 0990 38 17 - 8 13 - - - 111 4
Raloxifened  10.26 4 466 09941 076 076 09%0 69 1 73 97 1 8 4 93 110 2
Ranitidine 424 3 2409 09900 1518 4565 09437 - - - - - - . - o .
Risperidone: 515 2 515 09984 168 084 09894 65 6 92 113 6 67/ 6 92 137 4
Ropinirolee 420 5 420 09987 3021 069 09874 148 13 8 95 11 76 4 98 102 3
Roxithromycin® 418 3 418 09966 068 068 09944 74 2 97 101 2 84 2 108 113 6
Sertralines 419 1 419 0999 137 137 09893 63 6 8 111 6 - - 58 136 4
Simazine 927 1 421 09989 069 069 09985 72 1 102 94 1 8 5 105 106 2
Sotalolr 1194 7 1194 09894 177 5835 09753 31 17 44 8 12 65 15 90 - 14
Spiroxamine: 454 2 454 09984 148 148 09901 62 2 88 108 2 63 10 8 136 5
Sulfadiazine® 439 2 966 09988 072 361 09863 58 13 82 92 12 72 6 99 119 15
Sulfamethaziner 1.37 2 844 09998 125 315 09953 57 13 80 8 13 158 18 86 109 10
Smfamezhoxaz‘ﬂe 441 1 970 09990 144 362 09985 61 10 8 8 9 52 14 71 9% 6
Sulfapyridine® 482 1 27.36 09994 079 396 09752 86 15 94 97 14 68 1 73 135 18
Sulfathiazole® 147 4 4401 09990 067 1471 09892 43 17 5/ 96 16 81 2 104 118 14
Tamoxifens 403 2 403 09985 066 066 0995 64 2 90 98 2 134 2 73 124 1
Tebuconazole® 377 2 377 09992 123 123 09970 74 1 98 92 1 79 3 102 102 2
Telmisartan® 920 6 418 09970 136 068 09970 116 1 - 97 1 8 2 - 108 2
Terbinafiner 458 2 163 09989 075 075 09975 41 11 57 78 10 53 2 73 114 3
Terbuthylazine® 430 1 153 09991 070 070 09973 68 1 96 92 1 90 2 97 110 2
Terbutryn 298 1 106 09991 049 049 09970 62 3 - 88 3 100 2 - 110 2
Testosteroned 956 3 438 09976 071 071 09995 75 3 98 97 3 90 1 96 109 2
Thiabendazole® 6.87 2 312 099%6 051 051 09959 83 2 109 96 2 148 1 81 107 2
Thiacloprid 375 1 827 09985 061 123 099% 97 2 - 97 1 108 3 - 101 1
Thiamethoxam 827 1 2135 09984 123 309 09955 107 4 - 104 4 9 2 - 120 1
Tramadol 160 4 449 09974 073 073 09965 77 7 - 9% 7 103 1 - 112 3
Triadimenol 372 1 39.82 09986 061 666 09989 75 2 - 95 2 - - - 116 2
Triamcinolone® 198 4 3153 09976 181 181 09982 77 1 101 101 1 31 14 42 113 1
T“ethylfah“phat 430 2 153 0999 770 070 09902 39 17 56 110 17 143 13 78 110 14
Trimethoprim 438 5 438 09897 143 071 09824 114 15 - 8 15 79 2 - 107 12
T“phe;‘felfh“ph 376 1 376 09994 061 061 09986 73 6 96 9 6 79 1 101 113 2

Valsartan® 414 1 9.11 09985 0.67 340 09971 60 8 79 101 8§ 61 2 78 122 1

Verapamil® 423 1 423 0998 0.69 0.69 09983 75 4 99 98 3 8 1 110 114 1
Superscripts: (a) [2Hs]-atrazine, (b) [*Cs]—caffeine, (c) [2Hs]-ciprofloxacin, (d) [?Hs]-diuron, (e) [2Hs]-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 commerecial treated milk by suspect screening in positive ionization modes. (a)

1,2,3,9-tetrahy dro—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.
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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.
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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.
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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.
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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.



