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Chromatograms Ml | Mass Spectrum
gt B s ®  M027.L0. e ec a0 o165, 1=10075 min s, TS
[ Location i 4 F89 #4739, RT=10.019 min, MS1, FTMS (-} o
Sample Type 10.092 F89 #4744, RT=10.030 min, MS2, FTMS (-), (HCD, DDA, 44 i 441.01257
[] File g 08 ] g 10 M-H}-1
4 Filter By: = z 08
b [on @ Location E— 06 7 g 06
4 [on m = =
E |§:::;':a:z:eomy g 041 % 04
Blanl_c E 051 g 02 - 4
Quality Control 440.02670
Sample 0.0 T .
b (ov wm) File 00 T f T T T 440 441
5 10 15 20 25
RT [min] g ., .
‘ Compounds per File || Features per File || mzVault Results || mzCloud Results ‘ ChemSpider Results [ Input Files H Specialized Traces H Study Inf¢ d ‘ istical Method:
@ iTags 03] CheckediName - |Formula Annot. Source [#] | Annot. AMass [ppm] | Calc. MW | m/z RT [min] | Area (Max.) i#f“ ider Results | # mzCloud Results | # mzVault Results| mzCloud Best Match | mzCloud Best Match Confidence | Mass Defect mzVault Best Match |1
1 = 0000 (] C31H61N205P ROOEE -4.69( 57242913 | 57142185 | 17.773| 3497561620 1 0 0 0429 | 750 | 0466 | 0.184 | -0.21 | 0.016 | 0.088
2 = IE C13 H21CI3 010 | [mm] [m] 0.05| 442.02005 | 441.01277 | 10.076 | 13116201927 2 0 0 002 | 45 | 0048 | -0.169 | -0474 | 0299 -0243
3 ® OOOC (] C5HF2011P | [m[m] [m] -3.96(305.92124 | 304.91397 |  7.597 | 17704525590 2 0 0 -0079| -257 | -0.059| -021 | -042 | -0.299 | -0.261
4 5 C ) O] C25H44F2011P2S BOOOO -0.35( 652.20453 | 651.19726 | 13.973| 3693262848 0 0 0 0205 | 314 | 0246 | -0.074 | 0.476 | -0.266| -0.184
5 &5 00000 @ C24H42F2011 P25 BODEE -0.48| 638.18880 | 637.18153 | 13.609| 2707723423 0 0 0 0139 | 206 | 023 |-0.084| 0476 |-0272|-0.191
6 & OO000C ]} C30 H55 F3 04 | [m[m] [m] 4.34| 53640757 | 53540029 | 19.785| 1324171295 2 0 0 0408 | 760 | 0442 | 0.178 | -0.191 | 0.021 | 0.088
7 ® 2€ (] C30 H59F3 04 | [m[m] [m] 4.72| 54043909 | 53943182 | 19.334| 938075732 5 0 0 0439 | 812 | 0474 0208 | -0.164 | 0049 | 0.117
g = O0000| O C15H28F204 S | [m[m] [m] 0.75| 342.16789 | 341.16062 | 14405 888318117 6 0 0 0168 | 491 | 0.19 | 0.022 | -0214-0.079| -0.036
9 & OOO0O0O| O C27H44016 S | [m[m] (=] 1.27| 656.23584 | 655.22856 | 13.357| 604629326 1 0 0 0236 | 350 | 0278 | -0.045 | -0.497 | 0237 -0.155
10 = OO0 O C24 H39 F 016 | [m[m] [m] -1.19( 602.22149 | 601.21422 | 14.267 | 743162240 2 0 0 0221 | 368 | 026 [-0036|-0451|-0213|-0.137
1 = OC vl C5H11N202PS4 | [m[m] [m] -1.31(289.94372 | 288.93644 | 7.506 | 4527692541 10 0 0 -0.056| -194 | -0.038| -0.18 | -038 | -0.265| 0229
2 = LXXXY) C21H28 011 0.35| 456.16332 | 455.15604 | 15.261| 804972390 2 1 0 355 6.8 0163 | 358 | 0.192 | -0.032 | -0346 | -0.166 | -0.108
1303 ) | C24H44F3NO5S 4.35|515.29147 | 514.28419 | 13.967| 810192559 1 1 0 527 76| 0201 | 566 | 0324 | 0.071 | -0284 | -0.08 | -0.015
14 = ) Ol C16 H38 N2 05 P2 S | | [m] [m] 441| 43219957 | 431.19229 | 9594 | 999966681 5 1 0 456 563 || 02 | 462 | 0227 | 0015 |-0283 | -0.112|-0058
15 = S 1 C15H26 F3N208 P | | o[ [m] -0.74| 450.13755 | 449.13028 | 8.866| 631773099 3 2 0 62.8 62.2 | 0138 | 306 | 0.166 | -0.055 | -0.365 | -0.187 | -0.13
16 = OO0000| O C17 H32F207 P2 | [m[m] [m] -2.02| 448.15823 | 447.15095 | 9.107 | 917237286 2 0 0 0158 | 353 | 0.187 | -0.033 | -0342 [ -0.165 | -0.100
17 = (] C18H28F204P2S | [m[m] [m] -247|440.11407 | 43910679 | 12.638| 616979111 8 0 0 0114 | 250 | 0.142 | -0.074|-0377 | 0203 | -0.148
18 = O0OC C17 H32 F3N2 05 P [ [mf [m] -1.14| 432.19960 | 431.19233 | 10.037 | 1132114324 5 2 0 49.2 57.5 02 | 462 | 0227 | 0015 |-0283 |-0.112 -0058
19 = . C20 H42 F4 N4 06 | [m[m] [m] -0.45(510.30382 | 509.29654 | 16.557| 1301857257 2 0 0 0304 | 505 | 0336 | 0.086 |-0266 |-0064| 0
20 ® C C14 H32 FN4 05 P3 | [m[m] [m] 2.75| 448.15819 | 44715091 | 9.282| 778133579 4 0 0 0.158 | 353 | 0187 | -0.033 | -0342 | -0.165 | -0.109
21 = OO000O|( @ C23H43FO16S | [m[m]m]m] -0.55 626.22524 | 625.21796 | 14.198| 393083891 0 0 0 0225 | 360 | 0265 | -0.042 | -0474 | -0226| -0.148
22 & O000C ]} C14 H29F2N2O5P S | | [m] [m] 1.75| 406.15100 | 40514372 | 8494 | 326072958 8 1 0 416 421 | 0151 | 372 | 0177 | -0.023 | -0303 | -0.142 | -0.091
23 B ) C27H51F2N206 P BOEEE 1.51(568.34614 | 567.33886 | 17.328| 1072413249 0 0 0 0346 | 609 | 0382 | 0.103 | -0.283 | -0.064 | 0.008
29 = O0O000 O C27 H41 FN4 O7 -441(552.29349 | 551.28622 | 14.017| 403506123 6 0 0 0293 | 531 | 0329 | 0.057 |-0323|-0.105| -0.035
25 &  O0O000 ]} C11HICIO7S 319.97577 | 31896849 | 13.732| 316238937 1 0 0 -0024| -76 |-0.004|-0.161|-0382|-0.255|-0215
26 = DC O C30H51F302 500.38675 | 499.37947 | 21.460| 327546474 0 0 0 0387 | 773 | 0419 | 0.173 | -0.172| 0.026 | 0.089
271 B v C14 H18 FN3 0582 -2.82 | 391.06609 | 390.05881 | 12.751| 469448178 3 1 0 332 410 || 0066 | 169 | 0.091 | -0.101|-0371 | -0.216 | -0.167
28 =# Q0OC ]} C17H28F202S 0.60| 334.17801 | 333.17073 | 20.035| 853473406 10 1 0 353 6.8 || 0178 | 533 | 0.199 | 0.035 | -0.195 [ -0.063 | -0.021
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Lnromatograms

mass opecuum

4 Group By: @ —— Blank —— Sample FA8 #2047, RT=17.692 min, MS1, FTMS (-) @ g?gthfgi‘gz_gteg a(:?riz :]%:)47. RT=17.692 min, MS1, FTMS (-)
[ Location 80 o 4 F89#8424, RT=17.665 min, MS1, FTMS (-)
S.ampl e Type _ 70 1 17.692 F89 #8427, RT=17.678 min, MS2, FTMS (-), (HCD, DDA, 42¢ 28 :g 429.05359
[ File g 60 ] é s M-H}-1
4 Filter By: = 50 ] Z 60
: [on_ @) Location g 40 4 .g ig
h O I::nmtil::a.z:eomy g 30 4 %‘ 20
Blank £ 20 g2
[ Quality Control BETE - 10 42
Sample 0 T T T
b (on @) File 0 T t T T T 428 429 430
5 10 15 20 25
RT [min] . § (
Compounds ¥ l Compounds per File H Features per File H mzVault Results H mzCloud Results H ChemSpider Results H Input Files H Specialized Traces H Study Information H Statistical Methods
I=2] ‘Tags [#] | Checked | Name Formula Annot. Source [#] | Annot. AMass [ppm] | Calc. MW | m/z RT [min] | Area (Max.) | # ChemSpider Results|# mzCloud Results | # mzVault Results | mzCloud Best Match | mzCloud Best Match Confider ¥ | Mass Defect [#] | mzVault Best Ma v | £ Usabl¢
1 8 OC DO| W | Furosemide C12H11CIN205S [ | | | -0.09| 330.00769 | 329.00041 | 14.959| 413809543 3 i 1 616 447 | ooos | 23 | 0029 |-0.133-0361| -023 | -0.189 824
2 ® C 24-Dinitrophenol C6 H4 N2 05 | 0.05| 184.01203 | 183.00475 | 11.400| 1418784004 23 1 2 832 495 | 0012 | 65 | 0.024 |-0.067|-0.193 | -0.121| -0.098 79.2
3 ® [¥ | 12-(Acryloylamino)-1-dodecanesu | C15 H29N 04 S [ | -0.52(319.18156 | 318.17429 | 21.159 | 217609387 4 1 1 441 72| 0182 | 569 | 0202 | 0.045 | -0.175 | -0.049 | -0.008 703
4 = ¥l | Diclofenac C14H11CI2 N O2 | | -0.04| 295.01667 | 294.00940 | 18.642 | 883447809 48 1 1 385 539 [ 0017 [ 57 | 0036 |-0.109|-0313 (-0.196 -0.159 68.8
5 & VI C18H14F4N204S [u] -041| 430.06087 | 429.05359 | 17.691| 200468911 3 1 1 440 72| 0061 | 142 | 0.088 |-0123]-0419|-0249-0.195 61.0
6 = [¥] | 12-(Acryloylamino)-1-dodecanesu | C15 H29N 04 S | | -0.62| 319.18153 | 318.17426 | 20.072 55227352 4 1 1 458 73| 0182 | 569 | 0202 | 0.045 | -0.175 | -0.049 | -0.009 354
7 R (= Azelaic acid C9H16 04 0.27| 188.10491 | 187.09763 | 11.590| 1121928885 286 1 0 874 723 | 0105 | 558 | 0.117 [ 0.024 | -0.105 | -0.031 | -0.007
8 = [Vl | Hydrochlorothiazide C7H8 CIN3 04 52 -0.47| 296.96433 | 295.95706 | 8686 880157197 il 1 0 804 69.2 || -0036| -120 | -0.017 | -0.163 | -0.367 | -0.25 | -0212
9 = C 15(S)-HpEPE C20 H30 04 027/ 33421450 | 333.20722 | 18.667 | 1223624654 134 10 0 85.0 67.0 || 0214 | 642 | 0236 | 0.072 | -0.159 | -0.027| 0.015
10 + [ L-Phenylalanine CIH11N 02 -041| 165.07891 | 16407163 | 7.690 | 2186998219 642 2 0 754 67.0 || 0.079 | 478 | 0.089 | 0.008 | -0.105 | -0.04 | -0.019
T 3 (= BMK glycidic acid C10H1003 0.21| 178.06303 | 177.05576 | 10.117 | 474303155 359 2 0 67.6 66.5 || 0.063 | 354 | 0.074 | -0013|-0.136 | -0.065 | -0.043
12 = [ Tetranor-12R-HETE C16 H26 O3 -1.06| 266.18791 | 265.18064 | 19.265| 601619519 116 1 0 61.0 653 || 0.188 | 706 | 0.205 | 0.074 | -0.109 | -0.004| 0.020
13 + 5-O-methyl embelin C18 H28 04 0.38| 308.19888 | 307.19160 | 17.727| 207039623 53 1 0 59.6 65.0 | 0.199 | 645 | 0.219 | 0.067 | -0.145 | -0.023| 0.015
14 = C13 H27 F 04 -4.35| 266.18818 | 265.18090 | 20.115| 138003830 116 1 0 558 643 || 0.188 | 707 | 0205 [ 0.074 | -0.109 | -0.004| 003
15 = 14-Dibutyl 2-sulfobutanedioate | C12 H22 07 S 0.16| 310.10867 | 309.10140 | 11.140| 368343872 19 1 0 521 63.6 || 0.109 | 350 | 0.128 | -0.024|-0.238 | -0.115| -0.076
16 = Tetranor-12R-HETE C16 H26 O3 -0.45| 266.18808 | 265.18080 | 18316 | 2159744179 116 1 0 492 63.0 || 0.188 | 707 | 0.205 [ 0.074 | -0.109 | -0.004| 003
17 = C19 H35F 06 -2.91| 378.24067 | 377.23339 | 16392 60433540 19 1 0 462 624 || 0241 | 636 | 0.265 | 0.079 | -0.182 | -0.032| 0.015
18 = C15 H26 F3 N2 08 P -0.74| 45013755 | 449.13028 | 8.866 | 631773099 3 2 0 62.8 622 || 0.138 | 306 | 0.166 | -0.055| -0.365 | -0.187 | -0.13
19 = C6HI9N4O5PS 3.71(290.08245 | 289.07517 | 13.544 | 213497237 7 1 0 418 61.6 | 0.082 | 284 | 0.101 | -0.042 | -0.241 | -0.127| -0.09
20 = C13H23F3N204S -2.14| 360.13229 | 359.12501 | 11.656| 146112580 36 1 0 400 612 | 0.132 | 367 | 0.155 | -0022| -027 |-0.127| -0.082
21 ® 4-(2,7-Dihydroxy-6-methyl-2-hept | C15 H22 05 -0.03| 282.14672 | 281.13944 | 7.800 | 103210553 65 2 0 59.6 61.1| 0.147 | 520 | 0.165 | 0.026 | -0.168 | -0.057 | -0.021
2 = €25 H26 N10 03 52 141| 578.16389 | 577.15661 | 12.651| 150959404 8 1 0 372 60.7 || 0.164 | 283 | 0.201 | -0.083 | -0.482 | -0253| -0.18
23 B C25 H26 N10 03 S2 145| 57816391 | 577.15664 | 12.153 233287925 8 ) 0 372 607 || 0.164 | 284 | 0.201 | -0.083 | -0.482 | -0.253 | -0.13
24 = 1,3-Dinitrophenoxazine C12 H7 N3 05 0.29| 273.03865 | 272.03137 | 8.144 38742877 5 1 0 336 60.0 || 0.039 | 142 | 0.056 | -0.078| -0.266 | -0.158| -0.124
25 = 1,3-Bis{[3-(aminomethyl)benzyl]lan | C19 H28 N4 O -3.91| 32822503 | 327.21775 | 15.566| 247267601 6 1 0 334 600 || 0225 | 636 | 0.246 | 0.085 | -0.141 | -0.012| 0.03
26 = Mono(2-ethylhexyl) phthalate (ME | C16 H22 04 0.17| 278.15186 | 277.14458 | 17.685| 1042713618 238 2 0 330 599 (| 0.152 | 546 | 0.17 | 0.033 | -0.159 | -0.049 | -0.014
27 = ethyl 5-hydroxy-2-methyl-3-benzc| C12 H12 04 0.05| 220.07357 | 219.06629 | 8.858 219248743 288 1 0 325 59.8 || 0074 | 334 | 0.088 |-0.021|-0.172 | -0.085 | -0.057
28 = C13H26 N6 04 S -1.65| 362.17302 | 361.16575 | 18.017| 280146623 40 1 0 315 59.6 | 0.173 | 478 | 0.196 | 0.018 | -0.231 | -0.088 | -0.043
29 = 2,4-Dihydroxybenzoic acid C7TH6 04 0.08| 154.02662 | 153.01934 | 7.880| 1302134826 70 5 0 936 59.0 | 0027 | 173 | 0.036 | -0.039 | -0.145 | -0.084 | -0.065
30 = ) [ C15H29F 04 -3.85| 292.20386 | 291.19659 | 22.873 7660966 72 2 0 528 588 (| 0204 | 698 | 0.223 | 0.079 | -0.122 | -0.007 | 0.03
31 & ) 3 O C17H32F3N205P -1.14| 43219960 | 431.19233 | 10.037 | 1132114324 5 2 0 49.2 57.5| o2 | 462 | 0227 | 0.015 | -0.283 | -0.112 | -0.058
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Name

2-Hydroxyatrazine

4-Methylbenzotriazole

5-Methyl-1H-benzotriazole

Atenolol

Atrazine
Atrazine-Desethyl
Azoxystrobin
Bentazone
Bicalutamide
Boscalid

Butyl Benzyl Phthalate
Caffeine
Candesartan
Carbamazepine
Cetirizine
Citalopram
Citroflex 2
Clopidogrel

Cotinine

ENVIRONMENTAL METABOLOMICS LAB

CAS

2163-68-0
29878-31-7
136-85-6
29122-68-7
1912-24-9
6190-65-4
131860-33-8
25057-89-0
90357-06-5
188425-85-6
85-68-7
58-08-2
139481-59-7
298-46-4
83881-51-0
59729-33-8
77-93-0
113665-84-2
486-56-6

Concentration (ng/L)

Min
0.67
2.32
138
sl
0.26
0.56
0.29
3.49
1.87
0.17
4.92
223
0.73
0.12
0.11
0.12
152
0.46
4.53

Max
2.50
2.98:10°
794
66.6
0.77
4.89
0.72
61.4
33.0
0.92
446
2.49:10*
3.39
3.69
0.74
0.94
1.69-10°
46.2
16.2

Detection

frequency

13%
53%
29%
45%
24%
16%
11%
11%
26%
50%
16%
61%
24%
47%
39%
26%
32%
34%
5%
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Level 1 substances
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Drinking water
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Wastewater sludge
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Challenges?

Harmonize reporting

* Methods, workflows and decision trees
» Replicates really needed?

+ Complete description of dataset and number of detected substances

* Use D levels 30

» Support ID with /n silico methods

* Use internal standards =

» Archiving of raw data E
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