Supplementary information

Table S1. Compounds included in GC-TOF screening

PESTICIDES
Bupimirate Dieldrin Isodrin Permethrin Il
o-endosulfan Diflufenican Isofenfos Phosmet
Alachlor Dimethoate A-cyhalothrin Pirazofos
Aldrin Diphenylamine Lindane Pirimicarb
Atrazine Endosulfan ether Malathion Pirimiphos ethil
Atrazine desethyl Endosulfan sulfate Metacrifos Pirimiphos methyl
Atrazine desisopropyl Ethion Metalaxyl Procymidone
-endosulfan Etrimfos Metamidophos Profenofos
Bifentrin Fenarimol Methidathion Propizamide
Buprofezin Fenchlorfos Methiocarb Quinalfos
Carbaryl Fenitrothion Methiocarb sulfone Simazine
Chlorfenvinphos Fenoxycarb Metolachlor t-fluvalinate |
Chlorpropham Fenthion Metoxychlor t-fluvalinate 11
Chlorpyriphos Fenvalerate | Mevinfos Tebuconazole
Chlozolinate Fenvalerate Il Mirex Tecnazene
Chlropyriphos methyl Fonofos Molinate Terbacil
Coumaphos Forate Omethoate Terbumeton
Cypermethrin | Fosalone Oxadixyl Terbumeton desethyl
Cypermethrin II Heptachlor p,p-DDD Terbuthylazine
Cypermethrin 111 Heptachlor epoxide A p,p'-DDE Terbuthylazine desethyl
Cypermethrin IV Heptachlor epoxide B p,p-DDT Terbutryn
Cyprodinil Heptenofos Parathion-ethyl Thiabendazole
Deltamethrin Hexachlorobenzene Parathion-methyl Trifluraline
Diazinon Hexythiazox Penconazole
Dichlofluanid Imazalil Pentachlorobenzene
Diclorvos Iprodione Permethrin |




PAHSs

PCBs

PBDEs

Acenaphthene
Acenaphthylene
Anthracene
Benzo(a)anthracene
Benzo(b)fluoranthene
Benzo(k)fluoranthene
Benzo(a)pyrene
Benzo(g,h,l)perylene
Chrysene
Dibenzo(a,h)anthracene
Fluoranthene

Fluorene
Indeno(1,2,3,cd)pyrene
Naphthalene
Phenanthrene

Pyrene

PCB 28

PCB 52

PCB 77

PCB 81

PCB 101
PCB 105
PCB 118
PCB 114
PCB 123
PCB 126
PCB 138
PCB 153
PCB 156
PCB 157
PCB 167
PCB 169
PCB 180
PCB 189

BDE 28
BDE 47
BDE 66
BDE 71
BDE 85
BDE 99
BDE 100
BDE 138
BDE 153
BDE 154
BDE 183




Table S2. Compounds included in UPLC-QTOF screening

ANTIBIOTICS

AHD
Albendazole
Amikacin
Amoxicillin
AMOZ
Ampicilline
AOZ
Azaperol
Azaperone
Azepromazine
Azithromycin
Carozolole
Cefaclor
Cefadroxil
Cefazoline
Cefoperazone
Cefotaxim
Ceftazidime (2+)
Ceftizoxime
Ceftriaxone
Cefuroxime
Cephadroxile
Cephalexin
Cephalexin F6
Cephapirin

Chlorpromazine
Chlortetracyclin
Chlortetracyclin
Cinoxacin
Ciprofloxacin
Ciprofloxacin (Met 1)
Ciprofloxacin (Met 2)
Ciprofloxacin (Met 3)
Ciprofloxacin (Met 4)
Ciprofloxacin (Met 5)
Clarythromycin*
Clindamycin
Cloxacillin
Danofloxacin
Dicloxacillin
Dimetridazole
Doxycycline
Doxytetracycline
Emamectin Bla
Emamectin Bla benzoate
Emamectin B1lb
Emamectin B1b benzoate
Enoxacin
Enrofloxacin
Erythromycin (-H20)

Erythromycin B
Erythromycin C
Febantel
Fenbendazole
Fleroxacin
Flubendazole
Flumequine
Furaltadone
Furazolidone
Gatifloxacin
Gemifloxacin
Gentamicin
Grepafloxacin
Griseofulvin
HMMNI
Josamycin
Leucomalachite green
Levamisole
Lincomycin
Lomefloxacin
Malachite green
Marbofloxacin
Metronidazole
Midecamycin
Minocycline

Nafcilline
Nalidixic acid
Nitrofurantoin
Nitrofurazone
Norfloxacin
Ofloxacin
Oleandomycin
Oleandomycin-
Oxacillin
Oxfendazole
Oxibendazole
Oxolinic acid
Oxytetracycline
Pefloxacin
Penicillin
Penicillin G
Penicillin V
Penicillines generic
Pipedimic acid
Piperacillin
Nafcilline
Pirlimycin
Piromidic acid
Propionylpromazine
Rifampicin

Rosoxacin
Roxythromycin
Rufloxacin
Sarafloxacin
SEM
Sparfloxacin
Spiramycin |
Spiramycin 11
Spiramycin 111
Streptomycin
Sulfacetamide
Sulfachlorpyrazine
Sulfachlorpyridazine
Sulfadiazine
Sulfadimethoxine
Sulfadimidine
Sulfadoxine
Sulfaguanidine
Rosoxacin
Roxythromycin
Rufloxacin
Sarafloxacin
SEM
Sparfloxacin
Sulfamerazine




| Cephradine | Erythromycin A | Moxifloxacin | Ronidazole | Sulfamethazine
ANTIBIOTICS DRUGS OF ABUSE

Sulfamethiazol 10-Hydroxymorphine Ecgonine methyl esther N-Demthylflunitrazepam

Sulfamethoxazole 11-hydroxy-THC EDDP N-Hydroxynorcocaine

Sulfamethoxypyridazine 11-nor-9-carboxy-A9-THC Ephedrine Nicotine

Sulfanilamide
Sulfapyridine
Sulfaquinoxaline
Sulfathiazole
Sulfasalazine
Sulfisoxazole
Sulfonamides generic fragment
Temafloxacin
Tetracycline
Tiamulin
Tilmicosin
Tinidazole
Triclabendazole
Trimethoprim
Tobramycin
Trovafloxacin
Tylosin A
Tylosin B
Tylosin C
Tylosin D
Xylazine
Chloramphenicol (ESI-)

14-Hydroxycodeine
2-0x0-3-hydroxyLSD
3-Acetylmorphine
3'-Hydroxycocaine
3-Hydroxyflunitrazepam
4-hydroxybutanoate
6-Acetylmorphine (6-AM)
7-aminoflunitrazepam
7-aminonorflumitrazepam
Acetylcodeine
Amphetamine (speed)
Benzoylecgonine
Caffeine
Cinnamoylcocaine
Cocaethylene

Cocaine

Codeine

Codeine epoxide
Codeine-6-glucuronide
Cotinine
Diacetylmorphine
Ecgonidine

Ecgonine

Ethylecgonine

Ethylen cocaine

Fentanyl

Flunitrazepam

GHB

Heroin

Ketamine

LSD

MDA

MDEA

MDMA

Methadone
Methamphetamine (METH)
Methcathinone
Methylecgonidine
Methylecgonine
m-Hydroxybenzoylecgonine
Morphine
Morphine-3B-glucuronide
Morphine-6B-glucuronide
Morphine-7,8-oxide
Morphine-gsh
N-Benzoylnormethylecgonine

Norbenzoylecgonine
Norcocaethylene
Norcocaine

Norcodeine

Nor LSD / nor-iso-LSD
Normorphine
Normorphine-6-glucuronide
Nortropacocaine
Paramorphine

Paraxanthine

PCP

Pseudomorphine
N-Demthylflunitrazepam
Pseudomorphine (C17 alkaoid)
Psicolin

THC




PHARMACEUTICALS

4-amino-antipyrine
Aceclofenac
Acetobutolol

Acetylsalicylic acid/Aspirine

Albuterol
Aldosterone
Alendronic acid
Alprazolam
Amidotrizoic acid
Amitriptyline
Amlodipine
Astemizol
Atenolol
Atorvastatin
Bamethane
Beclomethasone
Bmethasone
Bxolol

Bezafibrate
Bisoprolol
Brombuterol
Broom-clenbuterol
Broom-clenproperol
Broom-mapenterol
Budesonide
Buprenorphine

Captopril
Carbamazepine
Carbuterol
Carprofen
Chloramphenicol
Cimaterol
Cimbuterol
Cimetidine
Ciproheptadina
Citalopram
Clenbuterol
Clencyclohexerol
Clenhepterol
Clenhexerol
Clenisopenterol
Clenpenterol
Clenproperol
Clopsol propionate
Clopsone butryate
Clofibrate
Clofibric acid
Clopidogrel
Codeine
Cortisol/Hydrocortisone
Cortisone
Cyclophosphamide

Desoxycortisone
Dexamethasone
Diatrizoate

Diazepam

Diclofenac

Diltiazem
Dimethylaminophenazone
Donepezil

Doxazosine

Enalapril

Etofibrate

Famotidine
Fenofibrate

Fenofibric acid
Fenoprofen

Fenoterol

Fentanilo
Fludrocortisone acetate
Fluorometholone
Flumethasone

Flunixin

Fluocinolone acetonide
Fluoxetine

Furosemide
Furosemide glucuronide
Gabapentina

Gemfibrozil
Hydrochlorothiazide
Hydrocodone
Hydroxy-clenbuterol
Hydroxy-clenhepterol
Hydroxymethylclenbuterol
Ibuprofen

Ibuprofen (Met 1)
Ibuprofen (Met 1)
Ifosfamide
Indomethacin
lopamidol

lopromide

Irbesartan
Isoprenaline
Isoxsuprine
Ketoprofen
Isoprenaline
Isoxsuprine
Lansoprazole
Latanoprost
Loratadine
Lorazepam
Lorazepam glucuronide
Mabuterol

Mahexerol

Mapenterol
Mefenamic acid
Meloxicam

Mestranol

Metamizole (Met 1) 4-
Metamizole/Dypirone
Metaprotenerol
Methotrexate
Methylprednisolone
Methylprednisone
Metoprolol

Mevastatin
Mizolastine
Montelukast
N-(2-Hydroxyethyl)lorazepam
Naproxen

Nicotine

Nifedipine
N-isopropyl-clenbuterol
Nitroglicerine
N-methyl-mapenterol
Noscapine

Olanzapine
Omeprazole
Oxprenolol
Palaudine/(n-




PHARMACEUTICALS

PESTICIDES

Pancuronium

Pantoprazol

Papaverine
Paracetamol/Acetaminophen
Paroxetine

Pavabid

Pentoxifylline
Phenazone/Amtipyrine
Phenylbutazone
Phenylbutazone (Met 1) Oxyphenbutazone
Phenylbutazone (Met 2) hydroxylated P.
Pindolol

Pirbuterol

Pravastatin

Prednisolone

Prednisone

Procaterol

Propanolol

Propyphenazone

Quinapril

Ractopamine

Raloxifene

Ramipril

Ranitidine

Reproterol

Risedronic acid

Risperidone
Salbutamol
Salicylic acid
Salmeterol
Sertralina
Sildenafil (viagra)
Simvastatin
Sotalol
Sulfapyridine
Tadalafil (viagra)
Tamsulosin
Terbutaline
Timolol

Tiotropio bromuro
Tolfenamic acid
Torasemide
Tramadol
Triamcinolone
Triamcinolone
Tulobuterol
Valsartan
Venlafaxine
Warfarin
Zafirlukast
Nalidixic acid (ESI-)
Nimesulide (ESI-)

2-hydroxy-atrazine
2-hydroxy-simazine
2-hydroxy-terbuthylazine
3,4-Dichloraniline
Acetamiprid
Acetochlor
Acrinathrin
Alachlor

Aldicarb

Aldicarb sulfoxide
Aldicarb sulfone
Atrazine
Azinphos-ethyl
Azinphos-methyl
Azoxystrobin
Benfuracarb
Bensulide
Bifenazate
Boscalid

Bromacil
Bupirimate
Buprofezin
Butocarboxym
Carbaryl
Carbendazim
Carbofuran

Carbofuran-3-OH
Chlorantraniliprole
Chlorfenvinphos
Chlorsulfuron
Chlorpyrifos
Chlorpyrifos-methyl
Clothianidin
Coumaphos
Cyprodinil

DDVP (dichlorvos)
Deethyl terbuthylazine
Deethylatrazine
Deethyl-deisopropyl-2-
Deethylterbumeton
Deisopropyl-2-
Deisopropylatrazine
Deltamethrin
Diazinon
Dibenzylamine
Dichlofenthion
Diethofencarb
Diflubenzuron
Diflufenican
Dimethoate
Dimethomorph
Dimethomorph

Diphenylamine
Diuron
Epoxyconazole
Ethiofencarb
Ethiofencarb sulfone
Ethiofencarb sulfoxide
Ethion
Ethofenprox
Ethofumesate
Ethoxazole
Ethoxyquin
Fenarimol
Fenhexamid
Fenitrothion
Fenoxaprop
Fenoxon sulfone
Fenoxon sulfoxide
Fenoxycarb
Fenthion

Fenthion oxon
Fenthion sulphone
Fenthion sulfoxide
Fluazifop-P-butyl
Fludioxonil
Flufenoxuron
Fluroxypyr




PESTICIDES

Flutriazole
Haloxyfop
Haloxyfop-2-ethoxyethyl
Haloxyfop-methyl
Hexythiazox
Imazalil
Imidacloprid
Iprodione
Isoproturon
Kresoxim-methyl
Linuron

Lufenuron
Malathion
Mesotrione
Metalaxyl
Methamidophos
Methidathion
Methiocarb
Methiocarb sulfone
Methiocarb sulfoxide
Methomyl
Metolachlor
Metribuzin
Molinate
Monocrotophos
Omethoate

Oxadixyl

Oxamyl
Oxyfluorfen
Paclobutrazol
Parathion-ethyl
Parathion-methyl
Pendimethalin
Phosmet
Pirimicarb
Pirimiphos-methyl
Prochloraz
Promecarb
Propanil

Propazine
Propiconazole
Propoxur
Pymetrozine
Pyraclostrobin
Pyridaphenthion
Pyrifenox ISOMER 1
Pyrifenox ISOMER 2
Pyrimiphos-methyl
Pyriproxyfen
Quizalofop-ethyl
Quizalofop-methyl
Reserpine

Simazine
Spinosyn A
Spinosyn D
Spiroxamine
Tebuconazole
Tebufenozide
Tebufenpyrad
Teflubenzuron
Terbacil
Terbumeton
Terbuthylazine
Terbutryn
Tetraconazole
Thiabendazole
Thiacloprid
Thiamethoxam
Thiobencarb
Thiodicarb
Thiophanate-methyl
Tolclofos-methyl
Tolyfluanid
Triadimenol
Trichlorfon
Triflumizole
Bentazone (ESI-)
MCPA (ESI-)

1-Naphtalene acetamide
1-Naphthaleneacetic acid
2,45-T

2,4,5-T Isopropyl ester
2,4-D

2,4-D Butyl ester

2,4-D isopropyl ester
2,4-D methyl ester
2-aminobenzimidazol
2-Naphtoxyacetic acid
2-phenoxypropionic acid
3,4,5-trimethacarb
3-hydroxy-carbofuran
5-hydroxy-imidacloprid
5-OH-clethodim-sulfon
6-chloro-4-hydroxy-3-
8-hydroxyquinoline
Absidic acid

ACC

Acephate

Acetate
Acibenzolar-S-methyl
Aclonifen

Alanycarb

Albendazole

Ametryne

Amidosulfuron
Aminocarb
Amitraz
Anilazine
Anilofos

ANTU
Avermectin Bla
Avermectin B1b
Azamethiphos
Azaridachtin
Benalaxyl
Bendiocarb
Benomyl
Bensulfuron-methyl
Bensultap
Benzoximate
Bifenox
Bifenthrin
Bitertanol
Bromoxynil
Bromuconazole
Amidosulfuron
Butoxycarboxym
Buturon
Cambendazole
Captan




PESTICIDES

CarPmide
Carbosulfan
Carboxin
Chlorbromuron
Chlorfenapyr
Chlorfenvinphos-Met
Chlorfluazuron
Chloridazon
Chlorophenoxyacetic
Chloropicrin
Chlorotoluron
Chloroxuron
Chlorpropham
Chromafenozide
Cinosulfuron
Clethodim
Clethodim-imin-sulfon
Clethodim-imin-
Clethodim-sulfon
Clethodim-sulfoxid
Clodinafop-propargyl
Clofentezine
Clomazone
Clopyralid
Cloquintocet-mexyl
Coroxon

Cyanazine

Cyanazine acid

Cyanazine amide

Cyanofenphos

Cyanofenphos oxygen
Cyazofamid

Cycloate

cycloheximide

Cycloxydim

Cyfluthrin

Cymoxanil

Cyproconazole

Cyromazine

Dacthal

Daminozide

Dazomet

Deethyl ametryn

Deethyl cyanazine

Deethyl cyanazine acid

Deethyl cyanazine amide
Deethyl-2-hydroxy-terbuthylazine
Deethyldeisopropyl-2-hydroxyatrazine
Deethylhydroxyatrazine
Deethylsymetrine
Deethylterbutryn
Deisopropyl-2-hydroxy-atrazine

Deisopropylprometryne
Demethon-S-methyl
Demethyl fluometuron
Demethyl isoproturon
Demethyl monuron
Desmedipham
Desmethylpirimicarb
Diafenthiuron
Dialifos

Diallate
Dichlofluanid
Dichlone

Dichlorprop
Diclobutrazol
Diclofop-methyl
Dicloran

Dicrotophos

Dicryl

Dieldrin
Difenoconazole
Difenoxuron
Disulfoton

Dimefuron
Dimethachlor
Dimethylvinphos
Diniconazole

Dinocap
Diphacinone
Diquat dibromide
Dixanthogen
Dodemorph
Dodine
Edifenphos
Endrin

EPN

EPTC

Ethephon
Ethiofencarbsulfon
Ethiprole
Ethoprophos
Etrimfos
Famoxadone
Fenamiphos
Fenazaquin
Fenbendazole
Fenbuconazole
Fenfuram
Fenoxaprop-ethyl
Fenpiclonil
Fenpropathrin
Fenpropidin
Fenpropimorph

Fenpyroximate
Fensulfothion
Fensulfothion-sulfone
Fenuron
Flamprop
Flamprop isopropyl
Flamprop methyl
Flazasulfuron
Flonicamid
Florasulam
Fluacrypyrim
Fluazifop acid
Flucythrinate
Flufenacet
Fluometuron
Fluguinconazole
Fluridone
Flurtamone
Flusilazole
Folpet

Fonofos
Forchlorfenuron
Formetanate
Fosthiazate
Fuberidazole
Furathiocarb




PESTICIDES

Gibberellic acid
Haloxyfop-ethoxyethylester
Heptenophos
Hexaconazole
Hexazinone

Hormodin

Hydroxy atrazine
Imazameth
Imazamethabenz-methyl
Indoxacarb

Iprodione desisopropyl (metabolite)
Iprovalicarb

Isazofos

Isofenphos

Isoxaflutole

Isoxathion

Malaoxon

MCPA methylester
Mecarbam
Mepanipyrim

Merphos

Metamitron
Metazachlor
Metconazole
Methabenxthiazuron
Methfuroxam

Methoxyfenozide
Metobromuron
Metosulam
Metoxuron
Metsulfuron ¢
Mevinphos 1
Mevinphos 2
Monolinuron
Monuron
Myclobutanil
N-2,4-

Naled
Napropamide
Neburon
Nicosulfuron
Nicotine
Nitempyram
N-m-Tolylphthalamic acid
Nuarimol
Ofurace
Oxamide
Oxycarboxin
Oxydemeton-methyl
Oxygen
Paraoxon
Paraoxon-methyl

Paraquat dichloride
Parathion

Pebulate
Penconazole
Pencycuron
Penxonazole
Phenmedipham
Phenoxyacetic acid
Phenyl mercuric
Phorate

Phorate oxygen
Phorate sulfoxide
Phorate-sulfone
Phosalone

Phosfon
Phosphamidon
Phoxim
Picolinafen
Pirimiphos ethyl
Primisulfuron-methyl
Procymidone
Profenofos
Prometon
Prometryne
Propachlor
Propamocarb

Propargite
Propethamphos
Propham
Propyzamide
Prosulfuron
Prosulfuron
Prothiophos
Pyrazophos
Pyridaben
Pyridate
Pyrimethanil
Quinalphos
Quinmerac
Quinoclamine
Quinoxyfen
Rimsulfuron
Rotenone
Sethoxydim
Silvex
Simetryn
Strychnine
Sulfallate
Sulfosulfuron
Sulfotep
Sulprofos
Tebuthiuron

Tepraloxydim
Terbufos

Terbufos sulfone
Terbufos sulfoxide
Tetrachlorvinphos
Thifensulfuron-methyl
Thiofanox
Thiofanox-sulfone
Thiofanox-sulfoxide
Thiophanate-ethyl
Thiram
Triadimefon
Triasulfuron
Triazophos
Tribenuron-methyl
Tricyclazole
Trietazine
Triflumuron
Trifluralin
Trisulfuron-methyl
Triticonazole
Vamidothion
Vinclozolin




PESTICIDES UV FILTER PRESERVANTS HORMONES
Triflumuron (ESI-) Benzophenone Methylparaben Megestrol acetate
2,4-D (ESI-) Benzophenone-2 Ethylparaben Melengestrol acetate
2,4-DB (ESI-) Benzophenone-3 Propylparaben Medroxyprogesterone-17-
6-chloronicotinic acid (ESI-) Benzophenone-4 Butylparaben Chlormadinon-17-acetate

Absidic acid (ESI-)
Acifluorfen (ESI-)
Dicamba (ESI-)
Dichlorprop (ESI-)
Fenazaquin (ESI-)
Fenpropathrin (ESI-)
Fludiozonil (ESI-)
Haloxyfop (ESI-)
Mecoprop (ESI-)
Mestrione (ESI-)
Pentachlorophenol (ESI-)
Primisulfuron methyl (ESI-)
Toxaphene (ESI-)

Estriol (ESI-)

Estradiol 3-sulfate (ESI-)
Estradiol 17-glucuronide
Estrone 3-glucuronide (ESI-)
Estrone 3-sulfate (ESI-)
17a-Estradiol (ESI-)

17 B-Estradiol (ESI-)

17 a-Ethinylestradiol
Estrone (ESI-)
Diethylstilbestrol (ESI-)
Estradiol 17-acetate (ESI-)
Boldenone (ESI-)
Nandrolone (ESI-)
Progesterone (ESI-)
Testosterone (ESI-)
Trenbolone (ESI-)
Zearalenol (ESI-)




