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BEEEHEIS: 5500V ( EBEFHEI) , -4500v ( AEFIE )
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(Non-targeted screening)
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Adduct V| Formula V| Precursor... 7]
rge

[@ | MeNHa]- | C28H5004 | 420405 v vV | Vv | 4204060 30  HOPEGI(C.. |1000
@ | M- cmHsos 165112 v | v v |m 1512 03 HOPEGIGH3 | 1000
[@ | [MeNHAJ | C24H5005 | 436.400 v | v v [|m [asa00 31
@ | MeNHa- | C26HS405 | 464431 v | v v | m e 33

(<}
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] [ | [M<NH4l+ | C28HS8O6 | 508.457 v Vv ¥ || W |5084587 30 | HO-PEGS-(C. |1000
| @ |IMeNH4l+ |Cl4H2607 | 324.202 v | v | v || m [324205 25 | HO-PEGS-CO.. 1000
] @ | M-NHa- | Cl6H2606 | 332207 v v v || m [3322083 45 | HO-PEGS-Ph.. 1000
il @ | MoNHal- | C28HSBOT | s244s2 v v v || m [s2450 17  HO-PEGE-(C. 1000
] [ | M-NHal- | C30H6207 | 552483 vV v | v || m [s524853 34  HOPEGE-(C.. 1000
il [ | MoNHal- | CI6H3008 | 368.228 v v v ||m |38200 30 | Ho-PEG6-CO.. 1000
I [@ | MeNHa- | Cl8H3007 | 376233 v v v | m ez 32 HOPEGePh. 1000
il [ | MeNHal- | C30H6208 | 568478 v v v || m |sesar96 23 Ho-PEGT-C.. 1000
] [ | MeNHal- | C32H6608 | 596510 v | v v [|m [s%5111 25 |HO-PEGT-(C.. 1000
[T18 | Quanties 10.. 775 @ |MeNH4l [C18H3409 (412254 NV | ¥ v J W [4122547 (14 | HOPEGT-CO...|1000
0 i J

VATEB8EL-G.POS-35-20 - HO-PEG. araif2), (ample Index: 19) pectrum from 20190719-p..om 12304 to 12326 min = @ Spectrum from 20190719-po-.cursor: 480.
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480426 21 1233 N/A DY HO-PEGS-(CH2I15-CH3 M+ NHAI 4478-97-1 C26HS406
| —  —— >
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ot | Componrt e 7| WM <) ey AR s ) At e 7| o 71 ol G| £ e ner e :E\ _!n
9 | 4229762/8.8 Quantifiers | 729084 | 817 - 2398407 a2sm7 | v [4229763 | curescion

| 176 | 11010671/978 (M-H}- Quantifies | 1016e5 978 M-HI- (110207492 101068 | v |11010671 casrisocuoress |

| 145 | 2071387/9.28 [M-H- | Qualfiers 30844 9.27 M-HI- 1208.14652) 207.140 v |2071389 | c1zha002

[ 114 | 213.1493/8:61 [M-H]- | Quantifiers 51434 860 MH]- (21415714 213150 v |213.1496 | cazr2203

[ 204 |377.2725/1055 Quantifiers 1937e4 1055 @ | MH- (378.28035) 377.274 v |377.2726 | c20H4204s

Quantifiers 2078e4 548

<]

383.1920/548

49 M-H-
129 | 389187 /897 Quntfes | 176168 897 w
167 | 350.0145 /954 Quantifers 1807e4 954 [M-HI-
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139012650 389.120
136002235} 359016 | /CAO
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Precursor m/z Mass Error (ppm) Retention Time (min) lon Rt
266989 NA NA NA
| ——————
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Name Formula Score m/z(Da) Eror (ppm)

Name CAS#* Formula MM(Da) Fit Rev.Fit

Area: 1.404¢6, Height: 358863, RT: §:31 min

[VAS0651-G-NEG-30-20 - 266,988 . arwif2), (sample Indes 30)] Spectrurn from 20190718-polar..nt 1, from 8.342 to 8.362 min

Spectrum from 20190719-polaraw... recursor: 267.0 a, CE: 40

2669285
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‘Spectrum from 20190713-polar wif2 (sample 30) - .t 4, from 8.307 min Precursor: 267.0 Da, CE: -40

s "108.0218 263885
csp Common Name Molecular Weight | &
3050902 2-Phenorybenzenesulfonyl chioride 2687161 <z 20263
2082721 5-{[4-Chlorophenylsulfanylmethyi)-2-furoic acid 26871606 g 1559885
306753 enylsalonylpheno H — s
12561943 5-[3-Chlorophenoxy)methyll-2-thiophenecarboxylic acid 2667161 i |
160 50 20 % T
12561966 5-[(4-Chlorophenoxy)methyll-2-thiophenecarboxylic acid 2667161 . ‘MasalChaxge, D
Display all Carbon Atoms
@ Fragments| Peaks |
=)
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Lo E
02% 92,0268 4824 | @ |ooor | @ |
1080218 [ 0000 | @ Joooz | @ .
. Matches: 6 of 6 peaks, 1000% of total intensity
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