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‘ Chemicals

1,2,3-trimethyl
benzene

1,2,4-trimethyl
benzene

1,1-

dichloroethylene

ethyl benzene

styrene

benzaldehyde

1-butanol

perchloric acid

‘ CAS No.

526-73-8

95-63-6

75-35-4

100-41-4

100-42-5

100-52-7

71-36-3

7601-90-3
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‘ Suspected urinary metabolites

2,3-dimethylhippuric acid (DMHA);
2,6-DMHA; 2,3-dimethylbenzoic
acid (DMBA); 2,6-DMBA

3,4-DMHA,; 2,4-DMHA; 2,5-DMHA;
2,4-DMBA; 2,5-DMBA; 3,4-DMBA

chloroacetic acid; N-acetyl-S-(2-
carboxymethyl)cysteine; S-(2-
hydroxyethyl)-N-acetyl cysteine

mandelic acid; phenylglyoxylic acid |-

mandelic acid; phenylglyoxylic acid |,

hippuric acid; benzylmercapturic
acid; benzoyl glucuronide

1-butanol glucuronide

perchloric acid (parent compound)
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. Fexofenadine (fexofenadine)

. Olopatidine (olopatidine)

. Hydroxyibuprofen-glucuronide (Ibuprofen)

BRARE & FimZEADESER

73),  (n=73)

Trimethylbenzene +20, C -glucuronide (1,2,3-, ’
1,2,4-trimethylbenzenes)

Hydroxyethylbenzene-glucuronide (ethyl-benzene,
cumene, 1,2,3-, 1,2,4-trimethylbenzenes)

Naphthol (napthalene, ethylbenzene, 1,2,3-
trimethylbenzene)

Cresol-glucuronide (toluene, ethyl-acetate, benzyl-
chloride, cumene, 1,2,3-, 1,2,4-trimethylbenzenes)

Octanol-glucuronide (octanol)
C10H1402-sulfate (isoprene) ‘
Hydroxycamphor-glucuronide (camphor, isoprene) ’
Triethanolamine (triethanolamine)
Tebuconazole +30, 4H (tebuconazole)
’ XL
} % B A

Tetraconazole (tetraconazole)

Levocetirizine (levocetirizine) |

EE A

Acetaminphen-sulfate (acetaminophen, aniline,
diphenylmethane diisocyanate, chloroaniline, toluidine,
chloronitrobenzene, phenylenediamine, sulpiride,
vinylcyclohexene)

=374y )

WY coFmEsmEg (1=141), TIET2T ] (n=282)
tré

1. Hydroxyethylbenzene-glucuronide (ethyl-benzene,
toluene, cumene, 1,2,4-trimethylbenzene)

2. Cresol-glucuronide (toluene, benzylchloride, ethyl-
acetate, 1-bromopropane )
3. Octanol-glucuronide (octanol)

4.  CyoH140,-sulfate (isoprene)
5. Hydroxycamphor-glucuronide (camphor, isoprene)
6. Triethanolamine (triethanolamine)

7. Tebuconazole +30, 4H (tebuconazole)} .

8. Hydroxysimeconazole (simeconazole)

©w

Levocetirizine (levocetirizine)
10. Propylthiouracil-glucuronide (propylthiouracil)
11. Fexofenadine (fexofenadine) »IESE'Z =

12. Acetaminophen-sulfate (acetaminophen, aniline,
diphenylmethane diisocyanate, chloroaniline, toluidine,
chloronitrobenzene, phenylendiamine)
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Tebuconazole =N N ="
) ) P
" o i y C16H20CIN3O,4

C16HasCINSO CisH5CIN:O0, —2 CisHaoCINOs
_C4HyCl Tebuconazole-OH Tebtg:(())g?_izole—
(fragmentation) LC-HO C16H1sCIN3O;3
+C,H,;S,0 6178%6 . +CgHgO¢
(Suzlf::tlcz)n7 (Glucuronidation) (Glucuronidation) l+0
H.N-O methylation) v v
CrHuN; CoaMz0CINOs Co2HaoCIN;Os C16H15CIN;O,
Tebuconazole-OH Tebuconazole-COOH
C15H26CIN;05S, glucuronide glucuronide
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Sl 10542 1150541 OH
IW’VI?ZMSZ747712}50647 \ //
40 50 80 100 120 140Rf 1['50 Naphthol \\|
MS1 th,ff :0.11 min C1oHgO OH
MS1 m/Zg - 0.09 mDa [M+H]* 145.0647 Dihydroxynaphthalene
MS2Z~_7 FILERS ° BB A
HO OH MS2 spectra Precursor: 319.08136  Measurement a O MSZ Z /\0 7 I\ }b,Eljl:lj O I\/l 82 Z /\ 7 I\ }'/“‘\ =
1007 . 232,058 b bR I 100] l:pl“ R 143.05 O_g_OH wl b MR 159,045
O OH g” h 1 y O_ﬁ_OHgso— 223.0068 // g 1 50] 239.0018
// | o) i zaslrI c}zlié{ 17I5!lozs l | /l O :g I Lot : 'l @] ié o1
D OH 2ol ' 2 NN % ol i 223.0072 \\ g ol 709575
0) 100 ;Z;I\;I?J <7 ZAMS? OH <27 ZAMS? 239.0022
50 160143?5‘5004 200 250 300 350 1007 ?'f 7'? Isza.ogm 1007 7'{ 7 Z J159 0454 ,
Naphthyl-glucuronide “  w  Naphthyl-sulfate * * .* “..”Hydroxynaphthyl-sulfate = = = = =
C1sH1607 MS1 Ry 0.22min ¢ H.0,S MS1 tRgq : 0.27 min C1oHs0:S MS1 tRy : 0.31 min
(M-H1- 310.0825 MS1 m/zys - 0.76 mDa [M-H]- 223.0072 MS1 m/zys - 0.41 mDa [M-H]- 239.0023 MS1 m/zys - 0.07 mDa
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NIST MSP format (plain text) MS2 libraries

—_— ~ N A\
120{L &YW DT/ T— a T & PN 1201t &#* D
MRMEOREY D & MZmine HRVEOREY D v
Compound MS2ZARI FNFAT T — e MS2ARZ b NFA4T7 7V — 5
Discoverer 3.3 | ESI- [ ESI+ | -
(Thermo o WA 1261 1308 >23,000 MS2RX R b v 1H 4537 6158
Scientific) >5,900 MS2Z2~R7 ki HILIC 1691 1655 HILIC 6766 6210
2952 | 2963 &5t (1130312368
Compound 1 (Desaturation) Compound 1 suspect metabolite 1
Compound 1 (Oxidation, Glucuronide conjugation) Compound 1 suspect metabolite 2
Compound 1 (Oxidation, Sulfation) Compound 1 suspect metabolite 3
XYy b7 T = a3 A EOREY. (LFIEE XUy b FHHERREYCT7 70XV b EED
TXA Yy b FR/FRENBRED TXAXYUy b AbRERACT /T = avidhn
DrE—% BEFH DT — & BHANRY ML EDH DIZIRE
. https://mona.fiehnlab.ucdavis.edu/downloads
;- ;—7 :/H\:f _ /r . U (M B k) PP [ QCD_annotated_EnvCpd_suspect_metabolites_NCU_HILIC_NEG (1,691 spectra) B Download
] 7“ f 7 7\‘ 7 ~ a§S f{gn ~ Eﬁ\ [ QFungicide_suspect_metabolites_NCU_RP_NEG (1,705 spectra) | e G
ZAT7 7YX 70— NAJgE = & ANt ' B MSP (NIST compatible) (478.8 kB)
> IRER—LR=JICXT7vyE—FKY o [ QEMBL-MCF_2.0_HRMS_Library (533 spectra) | B SDF (NIST compatible) (491.2 kB)
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[Gax]
« Chaleckis et al. Fungicide metabolite MS2 spectral libraries for comprehensive human
biomonitoring, J Agric Food Chem #%fa4
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- FEEARRE, LE@E | FR20HAEEFSFMRES 2022838 238 (> 74 V)
PURTY L IRBCEVMEORREEMTROME L SHDORE |
REAFYMEOBRBEOERICAITT  BRERATLI OO TELZ L.

- FEEA, EE®E BN BEAEEFEFS 2022F58268 (&40)

SURY T L1 [BIHOMEREL HE X DIEYERREY X7 M0 7- 72 ERH ]
b2 YE DBRBAIONT IC & 2 BREE ST D 3 A4

- FEBE I FITRIBAEXEFEFS 2024/5/23 55
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« MEBO & E, FEERL, Nayan Chandra Mohanto, INEEADERE, FBE@Y%E :
BEAQMEEDE - AYMFENE=-XY VIR S. 20224108228 (FEA)
LC-HR/MS%& AW 7= E A D PR A D fEFE R A7

o FEERE, MEAERE, FIEARO & E, SERER, BB, EEEE
Bo3m A ABAEF SRS, 2023FE3 848 (5M)
FREAREY DRBBER DT D=6 DT—KZ Y X FERK.

- FEEER, N Y FROTS R, BEELE, LB, NEVERE, 22 TE, EERE
2023 FEHAEXFEF SR B ASFS. 2023F11811H0 (EHE)
REBW-EEZECEYEREYOBBEND T OKET

« NLYFZ2ATS R, MMERO LR, FEERE, MBELVERE, 225TE, L8855
BEL0MEEEXTRE - AMFNE=-X ) v RS, 2023F11 7183 (M)
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o FlEEE, NL Y F RO T F X, FEAR, LLEGE, MELIE, 8ETE, LERE
BO0EEETE - EYMFEMET=L YU > JHERS. 20235115180 (M)
~ 7 AR W EECEME ORBENOITEDORFE & —REHICEH S 2 RE M

« NLYFXOTF R, FEAR, alERE, LSS, IERD & X, VS, 8 ETE, LE8E:
BIEHAERYZAZRY PLELFEER. 2024F7H208 (B EHE)
Urinary Non-Targeted Analyses for comprehensive chemical exposure screening
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CD_annotated EnvCpd_suspect_metabolites NCU_HILIC_NEG (1,691 spectra)
https://mona.fiehnlab.ucdavis.edu/rest/downloads/retrieve/b231f50b-ab81-4049-8507-002356¢cbef3b

CD_annotated EnvCpd_suspect_metabolites NCU _RP_NEG (1,261 spectra)
https://mona.fiehnlab.ucdavis.edu/rest/downloads/retrieve/cde41407-5e86-41f3-80bf-2b340af46b90

CD_annotated EnvCpd_suspect_metabolites NCU_HILIC_POS (1,655 spectra)
https://mona.fiehnlab.ucdavis.edu/rest/downloads/retrieve/cb07338f-75a9-40f8-a693-906d0f39cbc9

CD_annotated EnvCpd _suspect_metabolites NCU _RP_POS (1,308 spectra)
https://mona.fiehnlab.ucdavis.edu/rest/downloads/retrieve/4e2e8d22-62c9-47b0-9fed-37e12b8e2af9

Fungicide_suspect_metabolites NCU_HIL_NEG (1,603 spectra)
https://mona.fiehnlab.ucdavis.edu/rest/downloads/retrieve/6d491933-5eb0-417b-9b92-ceb0eb3be928

Fungicide_suspect_metabolites NCU_HIL_POS (1,533 spectra)
https://mona.fiehnlab.ucdavis.edu/rest/downloads/retrieve/55416382-e11c-4012-aal4-ecead7a2b3bd

Fungicide_suspect_metabolites NCU_RP_NEG (1,705 spectra)
https://mona.fiehnlab.ucdavis.edu/rest/downloads/retrieve/77c675ba-f2e0-432a-a3fb-7ffdcbdb1cf9

Fungicide_suspect_metabolites NCU_RP_POS (2,257 spectra)
https://mona.fiehnlab.ucdavis.edu/rest/downloads/retrieve/6f55c842-800d-4c36-ae50-f915d675¢c350



https://mona.fiehnlab.ucdavis.edu/rest/downloads/retrieve/b231f50b-ab81-4049-8507-002356cbef3b
https://mona.fiehnlab.ucdavis.edu/rest/downloads/retrieve/cde41407-5e86-4ff3-80bf-2b340af46b90
https://mona.fiehnlab.ucdavis.edu/rest/downloads/retrieve/cb07338f-75a9-40f8-a693-906d0f39cbc9
https://mona.fiehnlab.ucdavis.edu/rest/downloads/retrieve/4e2e8d22-62c9-47b0-9fed-37e12b8e2af9
https://mona.fiehnlab.ucdavis.edu/rest/downloads/retrieve/6d491933-5eb0-417b-9b92-ceb0eb3be928
https://mona.fiehnlab.ucdavis.edu/rest/downloads/retrieve/55416382-e11c-4012-aa14-ecea47a2b3bd
https://mona.fiehnlab.ucdavis.edu/rest/downloads/retrieve/77c675ba-f2e0-432a-a3fb-7ffdcbd51cf9
https://mona.fiehnlab.ucdavis.edu/rest/downloads/retrieve/6f55c842-800d-4c36-ae50-f915d675c350

Satall =5 & 035

) BEEMILOSRENR [KFENLT EHRERE ]
(ZHENLAFEME, 2021F8A20H, EHET LAY, 8RELL+EREELSR)
(BZHEMIKRFEMRE, 20225688128, HHEMILKRT, &REIL+ERBELAL)
(BZHEMIKRFEMRE, 20235FE7828H, ZHEMIULKRT, &RELIL+ERBELRA)

2) XERFMEERICH T DFIEE LEVEREZICHTIZITENDH ? ]
(LA BHEIRE, 2022668118, HEAF BB, BHEF04)

3) LHEMIIRFEF—T > F v /XX
(ZEBHY AT IR, 202268860, ZHETIL AT, SK4EL4864)

4) ZEEMIULLZESRERIARE [#EY X7 > TR ? |
(ZEEREME, 2022F10826H, ZESK, SRAEZFELEISIL+SREESZ)



