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stetE CAS oSt 42
AHTN/Tonalide (Fixolide) 1506-02-1 C,gH,0 258.19837
Carbamazepine 298-46-4 C\sH,,N,0 236.09496
DEET/Diethyltoluamide 134-62-3 C,,H,,NO 191.13101
Diclofenac 15307-86-5 | C,H, CI,NO, 295.01668
Dihydrojasmonic acid, Methyl Ester 24851-98-7 C,H,,0, 226.15690
Efavirenz 154635-17-3 | C,H,CIF,NO, |  315.02739
Flunixin 38677-85-9 | C,H, F.N,0, 296.07726
Fluoxetine 54910-89-3 | C H F,NO 309.13405
Fluvoxamine 54739-18-3 | C,H, F.N,0, 318.15551
Lamotrigine 84057-84-1 C,H,CI,N, 255.00785
Mefenamic Acid 61-68-7 C,H,(NO, 241.11028
Metoprolol 37350-58-6 | C H,NO, 267.18344
Miconazole 22916-47-8 | C,H,CIN,0 |  413.98602
Norgestrel 797-63-7 C,.H,0, 312.20893
Sulfamethoxazole 723-46-6 | C,H,N,0,S 253.05211
Triclocarban 101-20-2 C,;H,CI,N,0 313.97805
Trimethoprim 738-70-5 C,H,N,0, 290.13789
Estrone (E1) 53-16-7 C\gHy,0, 270.16198
Ethinylestradiol (EE2) 57-63-6 CyoHy0, 296.17763
2-Phenylphenol (Orthophenylphenol) 90-43-7 C,,H,0 170.07316
Gemfibrozil 25812-30-0 C,H,,0, 250.15689
Estriol 50-27-1 C,H,,0, 288.17254
4-tert-Octylphenol (4-(1,1,3,3-tetramethylbutyl)phenol) 140-66-9 C,H,,0 206.16707
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3.532 Lamotrigine
3.708 Metoprolol
4.109 Sulfamethoxazole
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6.081 Fluvoxamine
6.382 DEET / Diethyltoluamide
9. 6.476 Fluoxetine
10. 6.767 Flunixin
1 11. 7.343 Ethinylestradiol (EE2)
1.2 12.7.441 Estrone (E1)
7 13.7.550 2-Phenylphenol (Orthophenylphenol)
1.01 14.7.927 Norgestrel
15. 8.049 Miconazole
16. 8.432 Dihydrojasmonic Acid, Methyl Ester
6 17. 8.547 Diclofenac
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steE HEo|l2 R? LLOD(ppb) | LOS(ppb)

AHTN/Tonalide (Fixolide) (M+H)* >0.99 5.0 1,000
Carbamazepine (M+H)* >0.99 1.0 250
DEET/Diethyltoluamide (M+H)* >0.99 0.50 500
Diclofenac (M+H)* >0.99 25 >1,000
Dihydrojasmonic acid, methyl ester (M+H)* >0.99 50 >1,000
Efavirenz (M+H)* >0.99 5.0 >1,000
Flunixin (M+H)* >0.99 0.50 2,500
Fluoxetine (M+H)* >0.99 0.50 >1,000
Fluvoxamine (M+H)* >0.99 1.0 >1,000
Lamotrigine (M+H)* >0.99 0.10 100
Mefenamic acid (M+H)* >0.99 5.0 >1,000
Metoprolol (M+H)* >0.99 0.50 >1,000
Miconazole (M+H)* >0.99 0.50 500
Norgestrel (M+H)* >0.99 25 750
Sulfamethoxazole (M+H)* >0.99 50 >1,000
Triclocarban (M+H)* >0.99 50 >1,000
Trimethoprim (M+H)* >0.99 0.10 100
Estrone (E1) (M-H)- >0.99 2.5 >1,000
Ethinylestradiol (EE2) (M-H)- >0.99 5.0 >1,000
2-Phenylphenol (Orthophenylphenol) (M-H) >0.99 25 >1,000
Gemfibrozil (M-H)- >0.99 5.0 >1,000
Estriol (M-H)- >0.99 5.0 >1,000
4-tert-Octylphenol (4-(1,1,3,3-Tetramethylbutyl)phenol) (M-H)- >0.99 5.0 >1,000
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CHE =2 22, 1,000pph HE ARE 5D 1/x2 7HESH 2[0S T(x= HoStO 2 M StefES £t 1,000ppb7HA]
o oy ol & . o - N o |_ o S A O A o
oot M HEfjo] SMOZ MESIHE  sk) Lamotrigine(REXCE 0|23tE = FoA F2id 4 AUASLICH T2 62 0]
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100
*10% " Trimethoprim *10%1 " Triclocarban 10| sulfamethoxazole * Norgestrel
304 y=11192.065278 *x»0.817610 Y 1 y=69.684854 * x » 0.972209 ('Y 1 y=59.091667 *x * 0.986515 1 y=2238.205281*x * 0.884634 °
R?=0.99537646 50 R®=0.98731579 5.0 R?=0.99644877 0.94 R?=0.99658650
2.5 4.54 4.54 0.8
1 4.04 4.04 0.7
2.04
5 251 5351 g 061
S 15 g 391 g %Y g 051
@ @ 2.5+ @ 2.5 a
Q 4 3] @ ® 044
o o [+ [+
104 2.04 2.04 03
4 1.54 1.54 .
0.54 1.0 104 0.24
1 0.5 054 0.1
04 04 04 04
0 200 400 600 800 1,000 0 200 400 600 800 1,000 0 200 400 600 800 1,000 0 200 400 600 800 1,000
Concentration (ng/mL) Concentration (ng/mL) Concentration (ng/mL) Concentration (ng/mL)
x10° x108 . . 13
] Miconazoles Metoprolol *10°) Mefenamic acid x10 | Lamotrigine
y = 3829.646321 * x * 0.872480 ‘Y y = 8444.533460 * x * 0.889450 y =680.928559 * x * 0.958515 y =6977.718396 * x * 0.7966: o
141 Re=0.99620437 5] RE=0.99797410 504 R?=0.99746820 12‘ R? = 0.98508406
4.5 ] °
1.24 3.0 4.04
® 1.04 @ 254 @ 3.5 2
) @ @ )
c c 2 3.0 2
S 0.8 S 2.0 S S
2 2 & 2.54 2
4] 4] 4] 4
& 0.6 € 15 = 204 =
0.44 1.04 1.5+
1.04
0.2 0.59 0.54
0 0 04
T T T T T T T T T T T T 0.5 — T T T T T T T T T T T
0 200 400 600 800 1,000 0 200 400 600 800 1,000 0 200 400 600 800 1,000 0 200 400 600 800 1,000
Concentration (ng/mL) Concentration (ng/mL) Concentration (ng/mL) Concentration (ng/mL)
x10° .
x10°, Fluvoxamine Fluoxetine x106< Flunixin *10 Efavirenz
3.04 y=5006.417968 * x * 0.924155 40 ¥=8031.682384*x"0.904491 | ¥=6778.929096 * x * 0.869705 T y=163.909996 * x * 0.946421
| Re=0.99742217 1 R2=0.99665248 R?=0.99661182 111 R?=0.99628516
354 2.5 1ol
2.5+ 1 0.9
1 3.04 2.04 "
2 2.0 0 0 o 081
3 8 2.5 8 & 074
s ] 5 5 1.54 5
2 1.5 & 2.04 2 & 061
- & & & 0.5
10d 1.54 1.04 0.44
J 1.04d 1 0.34
0.54 05 0.5 0.24
] - 4 0.1
0 0 04 0
— T T T T T T T T T T T — T T T T T 01— T T T T T
0 200 400 600 800 1,000 0 200 400 600 800 1,000 0 200 400 600 800 1,000 0 200 400 600 800 1,000
Concentration (ng/mL) Concentration (ng/mL) Concentration (ng/mL) Concentration (ng/mL)
s x10¢ ) . x100
x10°, Dihydrojasmonic Acid, Methyl Ester *10°) piclofenac DEET / Diethyltoluamide 1 Carbamazepine
y =113.344190 * x # 0.959121 ° 11 ¥=154.056439 *x* 0.950588 4 y=10578.538395*x * 0.877269 y =4187.606619 * x » 0.853371
0.99 R?=0.98760291 : R?=0.99739273 40 R?=0.99768054 144 R2=0.99661697
0.84 7
1.24
074 3.5
4 1.04
§ 0.64 § § 3.0 §
S 054 s S 2.5 5 081
a a a a
3 3 3 2.0 3
& 0.4 & & - & 0.6
1.54
0.34 0.44
0.2 1.04
014 0.5 0.24
04 04 04
0 200 400 600 800 1,000 0 200 400 600 800 1,000 0 200 400 600 800 1,000 0 200 400 600 800 1,000
Concentration (ng/mL) Concentration (ng/mL) Concentration (ng/mL) Concentration (ng/mL)
6. BX ofet=0f et 42 3 M



*10% " AHTN/Tonalide (Fixolide) <10 Gemfibrozil wa Ethinylestradiol (EE2) *¥10°) Estrone (E1
1 y=540.323719 * x » 0.922328 | y=513.044944 % x % 0.957859 y =464.461164 *x *0.991406 10J v=1072.126048 * x * 0.987597
3.04 R?=0.99790134 s R? = 0.99639164 404 R?=0.99833457 | R?=0.99751480
2.5 3.0 3.51
i 3.0
3 204 8 2.54 8 8
2 2 2 254 2
2 2 20 2 2
g5 3 8 204 8
1 1.5
1.04 157
i 1.0 104
0'5: 0.5 0.5
0 0 0
E T T T T T T T T T T T T T T T T T 0.14 T T T T T T
0 200 400 600 800 1,000 0 200 400 600 800 1,000 0 200 400 600 800 1,000 0 200 400 600 800 1,000
Concentration (ng/mL) Concentration (ng/mL) Concentration (ng/mL) Concentration (ng/mL)
| Estriol e 2-Phenylphenol (Orthophenylphenol) X107, 4-tert-Octylphenol
y = 384.797303 * x * 0.965035 1 y=121.041961 * x * 0.972222 30 ¥=328451272%x"0.986031
307 Re=0.99545395 00 R?=0.99412819 ~] Re=0.99868216
2.54 038 2.5
1 0.7 1
g 204 $ 06 § 201
g'\.S: é-,o.s §LW»5~
e 4 € 0.4 e
1.0 03 1.0
0.5 0.21 0.5
i 0.1 i
04 0 04
0 200 400 600 800 1000 0 200 400 600 800 1000 0 200 400 600 800 1000
Concentration (ng/mL) Concentration (ng/mL) Concentration (ng/mL)
O 6. BX of S0 thet 22k M (Al %)
Lamotrigine?| 2<%, 4% 2HA|(LLOD)= A otetE ZoH= LC-TQUIO|E et &2 2, AT ofstA S XA SR A
SEEX| UM, 712 H2 S (0.1ppb)2l  HAIQZ LIEHLE JSLICH AR 7 &E). F  EXHI7F RS T ol X|(2 = 7C,
dZ=E FU0IM S/N>32 T[22 Ol2 ME W& RT(IE 7A), J2|n HY W7 MX}) | ST E S9/#A THEH
SRS LICH 2480ll= 1.0pLel = 0|2 SAl82|(0% 7B, Y= EERH (O 7C, d2M ATHEZ)S Hlug
BIZE AIRSIF OB 2, 100pphel 5= = =0t of & bl 20| e 2F)= LC/TQR U= 7ls2 2= 480 otEs =2
Z20f 100pgo0| =& Aat Z&LCt LC/Q-TOF =& 2 Ato[ofl M LEFMLICE  AM2|=E HZeLch
(100pg on-column). Heftot Haf EHE @Io ROt 2 K22t
B 256.0151, 144.9606, 158.9763, .
o +ESM (256.0151) . 210.9824, 183.9715, 156.9606 . +SM Scan (2‘504 to_3.581 min, 8+scans)
3.537 min. Ratio = 4.4 (94.5 %) | Mass match score = 97.7 (M+H)
1 254,672 1.4 Ratio=3.5(113.8 %)
0.94 Ratio = 3.7 E1 16.7 %; 1.04 256.0151
12| Ratio=2.1(104.4 % | (M+H)*
0.8 9 Ratio = 3.0 (100.2 %) 0.9
0.7+ g 107 081 258.0123
@ 0.6+ S 08l 2 074 (M+H)*
S 57 S 064
é 0.5 2 3 .
0.4- 2 061 0.5+
0.3 S 0.4+ 0.4
o
0.2+ 02 0.34
o 27 \/ 0o 257.0175
] ol Mo ' (M+H)" 260.0090
0- S A 0.14 l ﬂ] m
T T T | \ | 0.27 | | | 1 | | 0-— T ' T 1 B
3.3 3.4 3.5 3.6 3.7 3.8 3.3 3.4 3.5 3.6 3.7 3.8 256 257 258 259 260 261
Acquisition time (min) Acquisition time (min) Mass-to-charge (m/z)
aal
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7to|=efelof| MHE 7| &0l w2t =1
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HEEEHEM

Y20l =Y AL A 8E TIES Lt

0|2)0| ot Mk Yot 2 ZFE UL,
Ol RT Hel(Z 12 A= EF) LHOf A
SAEE| HASS LIEFHLICH Eot T+
0|29 S?IE A HEE HESIASLIC.
0|2 REoM HEE A2 o ZH
HE 632 A stef=s H303e,

Of feot g 801 LIEIL} QLS LT 0]2F
2H 2702] ot stetE s 5012 20
SISt GLICE M2 HEI Haot
SIRfES LIEUH, EZM2 HEE A=
LHOIA AEE[X| §h2 otetE3 LIEf-LICH

Sci
+ {8 D A Previous Sample | NEG_Alllons_PstSpk_3 REY:

‘Compound Name Cass Formuia RT.
THC / deltad-Tetrahydrocannabinal (49... 1972-08-3 C21H3002 12.738
(-)CP-55,940 83002044  C24H4003 8381
(2)CP-55,340 83003127  C24H4003 8981
{=)-THC-COOH / {=}11-Nor-9-Carboxy- 56354-064 C21H2804 9.488
-Hydroxyefavirenz 205754321  CI4HSCIFSNO3  8.143
CBD / Cannabidiol 13956-29-1 C21H3002 12739
CBN / Cannabino! 521-35-7 C21H2602 12282
Embelin 550-24-3 C17H2604 6.280
Isobutylparaben 424702-3 C11H1403 3574
Thebaol 481-81-2 C16H1403 6.165
Diphenylmethoxyacetic acid 21405-25-6 C15H1403 5558
Fenoprofen 31679057  CISH1403 5558
Nabumetane 42924538 CISHIE02 6727
BPA / Bisphenol A 80-057 C15H1602 6727
Zingerone 122485 c11H1403 3574
Meconin [Opianyl) 569-31-3 C10H1004 35620
Aspirin (Acetylsalicylic acid) 50-78-2 C9HBO4 4520
Methyisalicyiate 11936 CEHE03 2691
i g lopromide 7333407-3 C18H24I3N308 2179
i, 5-Methylbenzotriazole 136-856 CTHINS 3853
v B 0271 1842403 4707
VAN Ethinylestradiol (EE2) 57636 2042402 7343
v Estrone (E1) 53167 C18H2202 7441
AN 2-prenyiphenot (Orthophenyiphenol) 90-43-7 C12H100 7%
J Fludicxonil 131341-86-1 C12H6F2N202 7937
VA Gemfibrozil 25812300 CI15H2203 £.838
A, Mefenamic acid 61687 CISHISNOZ 7.195
Triclosan 3380-34-5 C12H7C1302 10.151
4-tert-Octylphenol C14H220 10.384

1275 | Toml: | 1322
Tergetlon | MassAccuracy | Bof Verifiedlons | A

33a7n3 -0.5678 3
375.2905 -0.7742 2
375.2905 07742 2
3431915 -0.5152 3
330.0150 0.5488 &
3132173 -0.5678 2
309.1860 -0.0757 2
293.1758 0.4943 2
193.0870 17728 2
253.0870 44831 2
2410870 0.1840 2
2410870 0.1840 2
227.1078 04148 2
227.1078 04148 2
193.0870 17728 2
193.0506 02936 2
179.0350 -0.2585 2
151.0401 0.8975 3
789.8625 0.1974 2
1320567 0.0483 _
287.1653 -0.7288 3
2051704 05521 2
269.1547 -1.0347 2
169.0659 00022 2
247.0325 -0.1607 3
249.1496 01523 3
240.1030 01474 3
2868439 00161 _
205.1598 ’

EtLi= LC Screener =7+
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SIOfLOf HIO|EH 24 T E22 ABt 7, D0 tiet MH| 20A LHBE F 40] S BRI, AR e
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=02
Screenlng Summary Report AgllBl'lt Trusted Answers
Sample name: NEG_AllIons_PstSpk_3 Good 8 Warning 47 Error 1267
Status Screening Summary Report Formula R.T. R.T. Igatch Target Ion Mass Accuracy # of ?ualified Final Conc.
core ons
Xanthohumol C21H2205 9.411 353.1394 -0.61 PPM 3
Lauryl hydrogen sulfate C12H2604S 8.249 b 265.1479 0.11 PPM 2
Harmine C13H12N20 4.923 g 211.0877 -1.28 PPM 3
THC / delta9-Tetrahydrocannabinol (A9-THC) C21H3002 12.739 d 313.2173 -0.57 PPM 3
(-)CP-55,940 C24H4003 375.2905 -0.77 PPM 2
(£)CP-55,940 C24H4003 375.2905 -0.77 PPM 2
(=)-THC-COOH / (-)-11-Nor-9-Carboxy- C21H2804 343.1915 -0.52 PPM 3
tetrahydrocannabinol
4-Methylphenol (p-Cresol) C7H80 107.0502 [T 2
Fenofibric acid C17H15CIO4 317.0586 -1.73 PPM 2
Bisphenol E C14H1402 213.0921 0.19 PPM 2
BPS / Bisphenol S C12H1004S 249.0227 0.02 PPM 4
ilibini C25H22010 481.1140 -1.58 PPM 3
C22H23CIN6O 421.1549 -0.12 PPM 2
C27H39NO2 408.2908 -0.96 PPM 2
BKF (Cyanox 2246) (2,2'-methylene-bis(6-tert- C23H3202 339.2330 0.43 PPM 2
butyl-4-methylphenol))
Curcumin C21H2006 367.1187 0.45 PPM 2
Tloprost C22H3204 359.2228 -0.23 PPM 2
Phenylpyruvic acid C9HB03 163.0401 1.24 PPM 3
THC-COOH / 11-Nor-9-Carboxy- C21H2804 343.1915 -0.52 PPM 3
tetrahydrocannabinol
8-Hydroxyefavirenz C14H9CIF3NO3 330.0150 0.55 PPM 6
CBD / Cannabidiol C21H3002 313.2173 -0.57 PPM 2
CBN / Cannabinol C21H2602 309.1860 -0.08 PPM 2
Embelin C17H2604 293.1758 0.49 PPM 2
Isobutylparaben C11H1403 193.0870 1.77 PPM 2
Thebaol C16H1403 253.0870 4.44 PPM 2
Diphenylmethoxyacetic acid C15H1403 241.0870 0.18 PPM 2
C15H1403 241.0870 0.18 PPM 2
C15H1602 227.1078 -0.41 PPM 2
BPA / Bisphenol A C15H1602 227.1078 -0.41 PPM 2
Zingerone C11H1403 193.0870 1.77 PPM 2
Meconin (Opianyl) C10H1004 193.0506 0.29 PPM 2
Aspirin (Acetylsalicylic acid) C9H804 179.0350 -0.26 PPM 2
i i C9H804 179.0350 -0.26 PPM 2
C9H10N202 177.0670 0.79 PPM 2
2-Phenylphenol C12H100 169.0659 0.00 PPM 2
Homogentisic acid C8H804 167.0350 -0.37 PPM 2
Methylsalicylate C8H803 151.0401 0.90 PPM 3
i C18H24I3N308 2.179  0.393 789.8625 0.20 PPM 2
C12H14N202 4.406  0.717 217.0983 4.33 PPM
5-Methylbenzotriazole C7H7N3 3.853 0.536 132.0567 0.05 PPM 1
Estriol C18H2403 4.707 0.000 287.1653 -0.73 PPM 3 225.9218
Oxazepam C15H11CIN202 6.267 0.261 285.0436 -1.38 PPM 1
Isoproturon C12H18N20 6.942 0.186 205.1346 -0.42 PPM 1
Diuron C9H10CI2N20 6.517 0.250 231.0097 1.20 PPM 1
Naproxen C14H1403 6.835 0.390 229.0870 0.92 PPM 1
Butyl 4-hydroxybenzoate (Butylparaben) C11H1403 6.913 0.463 193.0870 1.19 PPM 1
Ethinylestradiol (EE2) C20H2402 7.343  0.053 295.1704 0.55 PPM 2 166.2993
Estrone (E1) C18H2202 7.441 0.001 269.1547 -1.03 PPM 2 163.2462
2-Phenylphenol (Orthophenylphenol) C12H100 7.546  0.033 169.0659 0.00 PPM 2 215.1786
Fludioxonil C12H6F2N202 7.937 0.238 247.0325 -0.16 PPM 3
C15H2203 8.838  0.001 249.1496 0.15 PPM 3 382.1097
Mefenamic acid C15H15N02 7.195 IETEEL] 240.1030 0.15 PPM 3
i C12H7C1302 10.151  0.536 286.9439 0.02 PPM
C12H4CI2F6N40S 9.522  0.102 434.9314 -2.36 PPM 1
4-tert-Octylphenol C14H220 10.384  0.000 205.1598 0.49 PPM 2 413.4864

IJ
o
O
H
il
ot
Il
M40
<

ling
N
i
of

b~ 221X[0AM S0l28t 2E2 P&t 27 2ol ofgh=



4= 20| UACH, MEY X2 Chopx7t E= g0t A2 dES OF Y

St sHEl X|H0|JELICEH XanthohumolZt  SHRfE9 +E HS Y + 2oL,
oY FITZZE 0[S0 ot A0 HIHEl  Ze U= sistee 2fo|23t 9l 20|25} Ol I E=20|M= SANTE =EE=ZH
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