LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22384.D

Acqg On : 28 Oct 2022 14:41
Operator : CG/JU

Sample : N5233-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : @ Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ N\Methods\SFAM-EPA-BN101222.M
Title : SVOA CALIBRATION

Signal : TIC: BN@22384.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1  3.017 3 5 28 rvB 297183 498123 14.64% ©.718%
2 5.181 366 373 390 rVB 2185058 3366280 98.97% 4.853%
3 5.311 390 395 401 rW 70565 106794 3.14% 0.154%
4 5.593 437 443 450 rVV2 72660 114034 3.35% 0.164%
5 5.805 468 479 488 rBV 49622 103250 3.04% 0.149%
6 6.169 532 541 549 rBV3 49564 121980 3.59% 0.176%
7 6.381 566 577 583 rBV 645080 1053742 30.98% 1.519%
8 6.569 603 609 614 rVW 160294 251566 7.40% 0.363%
9 6.616 614 617 628 rVB 147191 230024 6.76% 0.332%
106 6.887 653 663 678 rVB3 72238 176150 5.18% 0.254%
11 7.087 691 697 708 rVB 205633 372598 10.95% 0.537%
12 7.252 717 725 731 rBV 721393 1153463 33.91% 1.663%
13 7.452 752 759 767 rBV2 689291 1326423 39.00% 1.912%
14 7.622 782 788 794 rBV2 353996 538785 15.84% ©.777%
15 7.928 829 840 844 rBV 562386 974576 28.65% 1.405%
16 8.122 868 873 878 rVB2 351722 495797 14.58% 0.715%
17 8.263 887 897 901 rBV2 72428 177457 5.22% 0.256%
18 8.646 956 962 971 rVB 545085 867393 25.50% 1.251%
19 8.934 1005 1011 1018 rVB3 72281 140792 4.14% 0.203%
20 9.040 1023 1029 1034 rBvV2 90725 140062 4.12% 0.202%
21  9.104 1034 1040 1047 rBV 789587 1375053 40.43% 1.982%
22 9.169 1047 1051 1055 rvv2 223108 391295 11.50% 0.564%
23 9.210 1055 1058 1062 rVv2 99589 146988 4.32% 0.212%
24 9.563 1111 1118 1124 rVB3 53782 116763 3.43% 0.168%
25 9.734 1142 1147 1151 rBV2 74135 113778 3.35% 0.164%

26  9.834 1157 1164 1176 rVB 629886 1095277 32.20%
27 9.987 1185 1190 1194 rBV 84918 149518  4.40%
28 10.375 1248 1256 1263 rBV2 935383 1699202 49.96%
29 10.457 1265 1276 1273 rBV3 48866 95410 2.81%
30 10.563 1283 1288 1292 rBV 98472 145909  4.29%
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31 10.751 1314 1320 1327 rVV 786385 1296475 38.12%
32 10.846 1327 1336 1340 rVV 1447099 2589809 76.14%
33 10.893 1340 1344 1360 rVV2 1747849 3048828 89.64%
34 11.128 1374 1384 1394 rVB4 78641 203846  5.99%
35 11.351 1417 1422 1431 rVB2 73030 142753  4.20%
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36 11.451 1432 1439 1450 rVB2 115699 260881 7.67%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22384.D

Acqg On : 28 Oct 2022 14:41
Operator : CG/JU

Sample : N5233-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : @ Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ N\Methods\SFAM-EPA-BN101222.M
Title : SVOA CALIBRATION
37 11.916 1503 1518 1521 rBV2 60905 153680 4.52% 0.222%
38 11.963 1521 1526 1533 rVB4 53163 117499 3.45% 0.169%
39 12.104 1540 1550 1558 rBV 1795284 3127138 91.94% 4.508%
40 12.287 1574 1581 1587 rBV5 42239 117075 3.44% 0.169%
41 12.387 1594 1598 1606 rVB3 48442 101818 2.99% 0.147%
42 12.575 1622 1630 1639 rBV3 109492 249595 7.34% 0.360%
43 12.857 1673 1678 1685 rw 191269 290474 8.54% 0.419%
44 12.987 1696 1700 1711 rVB6 54920 122855 3.61% 0.177%
45 13.087 1711 1717 1721 rBV3 79404 159854 4.70%  0.230%
46 13.134 1721 1725 1730 rVB 269540 367003 10.79% 0.529%
47 13.651 1808 1813 1817 rBV 64619 98030 2.88% 0.141%
48 13.881 1848 1852 1860 rVB5 72850 138255 4.06% 0.199%
49 14.010 1868 1874 1880 rBV 1495131 2273181 66.83% 3.277%
50 14.292 1917 1922 1929 rVB 1704523 2568250 75.51% 3.703%
51 14.387 1934 1938 1948 rVB4 82763 167456  4.92%  0.241%
52 14.604 1968 1975 1988 rVB 1030414 1826534 53.70% 2.633%
53 14.816 2007 2011 2016 rVV 127869 184540 5.43% 0.266%
54 15.128 2056 2064 2070 rVB7 50416 117465 3.45% 0.169%
55 15.345 2096 2101 2105 rVV 121413 174690 5.14% 0.252%
56 15.498 2119 2127 2133 rBV3 142749 260273 7.65% 0.375%
57 15.598 2138 2144 2153 rVB 2130970 3209914 94.37% 4.628%
58 15.722 2160 2165 2177 rVB 706968 936205 27.52%  1.350%
59 15.822 2178 2182 2186 rBV 95150 140224 4.12% 0.202%
60 16.104 2223 2230 2241 rBV4 293139 619957 18.23% 0.894%
61 16.298 2257 2263 2268 rVW 442842 717222 21.09% 1.034%
62 16.351 2268 2272 2280 rVB3 113168 234644 6.90% 0.338%
63 16.657 2315 2324 2332 rBV 1083479 1622614 47.71% 2.339%
64 16.733 2332 2337 2347 rVB3 72462 152754 4.49% 0.220%
65 17.028 2382 2387 2395 rBV6 36629 96209 2.83% 0.139%
66 17.104 2395 2400 2406 rVV4 54593 101449 2.98% 0.146%
67 17.316 2430 2436 2440 rBV 2426010 3306101 97.20% 4.767%
68 17.357 2440 2443 2450 rVB 1113031 1502729 44.18% 2.167%
69 17.457 2454 2460 2467 rBV2 2161659 3244490 95.39% 4.678%
70 17.592 2480 2483 2494 rVB6 74552 154395 4.54% 0.223%
71 17.992 2546 2551 2555 rBV 192323 286539 8.42% 0.413%
72 18.039 2555 2559 2565 rvv2 176086 299005 8.79% 0.431%
73 18.098 2566 2569 2579 rVB 49475 100689 2.96% 0.145%
74 18.251 2591 2595 2603 rBV 110818 157183 4.62% 0.227%
75 18.410 2617 2622 2628 rVB 195059 260345 7.65% 0.375%
76 18.510 2635 2639 2642 rBV 136095 191577 5.63% 0.276%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22384.D

Acqg On : 28 Oct 2022 14:41
Operator : CG/JU

Sample : N5233-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : @ Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ N\Methods\SFAM-EPA-BN101222.M

Title : SVOA CALIBRATION

77 18.563 2642 2648 2652 rVB 283469 491630 14.45% 0.709%
78 18.716 2670 2674 2688 rVB3 117679 220094 6.47% 0.317%
79 18.957 2709 2715 2721 rBV3 98752 210699 6.19% 0.304%
80 19.263 2762 2767 2773 rVB 340606 454691 13.37% 0.656%
81 19.322 2773 2777 2782 rVB 85747 107768 3.17% 0.155%
82 19.469 2798 2802 2808 rBV3 201034 273279 8.03% 0.394%
83 19.533 2809 2813 2818 rBV2 97478 148482 4.37% 0.214%
84 19.757 2845 2851 2856 rBV2 2378441 3233783 95.07% 4.662%
85 19.810 2856 2860 2870 rVB 413102 553463 16.27% ©.798%
86 19.980 2885 2889 2890 rBV 82332 100495 2.95% ©0.145%
87 19.998 2890 2892 2897 rVB 119991 134007 3.94% 0.193%
88 20.057 2899 2902 2907 rVB 76293 96039 2.82% 0.138%
89 20.169 2919 2921 2925 rVV 87840 108725 3.20% 0.157%
90 20.216 2925 2929 2933 rVV 152592 191859 5.64% 0.277%
91 20.263 2934 2937 2946 rVB2 95987 143062 4.21% 0.206%
92 20.492 2972 2976 2981 rVB2 97904 134942 3.97% 0.195%
93 20.604 2991 2995 2999 rBV2 72520 102232 3.01% 0.147%
94 20.651 2999 3003 3013 rVB2 129318 233878 6.88% 0.337%
95 20.780 3021 3025 3031 rBV 138806 166570 4.90%  0.240%
96 21.469 3138 3142 3147 rBV2 251778 293764 8.64% 0.424%
97 21.557 3152 3157 3164 rBV 1235234 1543411 45.38% 2.225%
98 21.680 3174 3178 3183 rBV 311276 378562 11.13% 0.546%
99 23.851 3539 3547 3565 rVB2 1585449 3401334 100.00% 4.904%
100 24.010 3567 3574 3583 rVB2 809559 1607377 47.26% 2.317%

Sum of corrected areas: 69361130
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22384.D

Acq On : 28 Oct 2022 14:41
Operator : CG/JU

Sample : N5233-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BN022384.D\data.ms
5.181
2000000
10.893
1500000 10.846
1000000 10.375
9.104
500000
017 { es%ﬂg 2 08 169
315.583805 6.169 887, 109 53;
M AN AN AN N _ /\/\/\/\/\
O \\\\‘\\\\‘\\\\‘\\\W\\\‘\\\\’\\\\‘\\\/\\‘J\k\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\
Time--> 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BN022384.D\data.ms
17.316 19.¥57
15.598 Ir.457
2000000
12.104 14.292
14.010
1500000
1000000
500000
%75%52.8%"7'134
O%AMA‘“,“,“,““‘ ‘
Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16,50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BN022384.D\data.ms
2000000
23.851
1500000 21.557
24.010
1000000
680
500000 21.
0 \\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\
Time--> 21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 25,50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22384.D

Acq On : 28 Oct 2022 14:41
Operator : CG/JU

Sample : N5233-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Triethylamine Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
3.017 10.22 ng/ul 498123 1,4-Dichlorobenzene-d4 7.928

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triethylamine 101 C6H15N 000121-44-8 91
2 Triethylamine 101 C6H15N 000121-44-8 91
3 Triethylamine 101 C6H15N 000121-44-8 87
4 5-Chloro-2-[p-(2-[diethylamino)e... 343 C19H22CIN30 1000251-32-3 64
5 1,2-Ethanediamine, N,N-diethyl- 116 C6H16N2 000100-36-7 56

Abundance Scan 5 (3.017 min): BN022384.D\data.ms (-3) (-) m/z 86.05 100.00%

86.0
5000 k
e RARARRNRRNRNRARN
42‘0 | 2070 - 3.103.203.30 3.40
. . o
Olrrprrrpbdy g e 29 e 2054 m/z 58.85  26.92%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #4650: Triethylamine
86.0

5000 AN R RN R R
3.103.20 3.30 3.40
m/z 101.10 14.92%
420‘
O\\\‘H\\‘HH1’\H\’\‘\H}HH‘H\\‘\H\‘HH’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #4646: Triethylamine
86.0
R RARERERSE
3.103.203.30 3.40
5000 m/z 42.00 10.95%
30.0
o"wJM““HH‘,‘H‘,‘uH;‘HH‘H‘w‘H“‘H‘,"HWWWW,H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #4648: Triethylamine e AR BARRRRERS
86.0 3.103.20 3.30 3.40

m/z 44.05 10.18%

30.0
h j\\wvﬁwﬁf\,kﬁvmv
Ll

m/z--> 20 40 60 80 100120140160180200220240260280 3.103.203.30 3.40

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22384.D

Acq On : 28 Oct 2022 14:41
Operator : CG/JU

Sample : N5233-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 3-Octanone Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
6.569 5.16 ng/ul 251566  1,4-Dichlorobenzene-d4 7.928

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Octanone 128 C8H160 000106-68-3 74
2 3-Heptanone, 5-methyl- 128 C8H160 000541-85-5 74
3 3-Heptanone, 6-methyl- 128 C8H160 000624-42-0 64
4 3-Octanone 128 C8H160 000106-68-3 59
5 Ethyl amylketone 128 C8H160 020616-93-7 59
Abundance Scan 609 (6.569 min): BN022384.D\data.ms (-603) (-) m/z 57.00 100.00%
1.0
5000 99.1
6.20 6.40 6.60 6.80
131.0 .

ol “M e 3 2000 281. nyz 43,05 94.34%

miz--> 50 100 150 200 250

Abundance #14277: 3-Octanone

43.0
5000 L L N L B BN
99.0 6.20 6.40 6.60 6.80
m/z 71.10 71.60%
O T T “\ \L‘ “ h‘\ \‘ T T i T ]-\ZP.O\ ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #14387: 3-Heptanone, 5-methyl-
57.0 j
o V. —
: 6.20 6.40 6.60 6.80
5000 m/z 72.00 53.40%
27.0
L o
OH“\;“‘H\H}H‘H‘\ — T
miz--> 50 100 150 200 250
Abundance #14373: 3-Heptanone, 6-methyl- A R Ramma naEe SR
43.0 6.20 6.40 6.60 6.80
m/z 99.10 43.74%
5000 99.0
m/z--> 50 100 150 200 250 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN©22384.D

Acq On : 28 Oct 2022 14:41

Operator : CG/JU

Sample : N5233-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 9 Ethane, 1,1'-oxybis[2-methoxy- Concentration Rank 17

R.T EstConc Area Relative to ISTD R.T.
6.616 4.72 ng/ul 230024  1,4-Dichlorobenzene-d4 7.928
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethane, 1,1'-oxybis[2-methoxy- 134 Cé6H1403 000111-96-6 83
2 Ethane, 1,1'-oxybis[2-methoxy- 134 C6H1403 000111-96-6 83
3 Ethane, 1,1'-oxybis[2-methoxy- 134 C6H1403 000111-96-6 72
4 Ethane, 1,1'-oxybis[2-methoxy- 134 C6H1403 000111-96-6 64
5 Ethanol, 2-ethoxy- 90 C4H1e02 000110-80-5 47
Abundance Scan 617 (6.616 min): BN022384.D\data.ms (-614) (-) m/z 59.05 100.00%

59.0
5000
89.0

‘ 6.20 6.40 6.60 6.80 7.00
Ol rrrrr bbb pre e e e 2040 m/z 58.05  40.59%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17326: Ethane, 1,1'-oxybis[2-methoxy-
59.0

5000 _“‘““w“u“u‘,‘
6.20 6.40 6.60 6.80 7.00

29.0 89.0 m/z 45.10  33.12%

‘ \\H \‘ | .
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17323: Ethane, 1,1'-oxybis[2-methoxy-
59.0

6.20 6.40 6.60 6.80 7.00
5000 m/z 89.05 22.79%

o

89.0

o

m/z-->

20 40 60 80 100 120 140 160 180 200

Abundance #17327: Ethane, 1,1'-oxybis[2-methoxy- e
59.0 6.20 6.40 6.60 6.80 7.00
m/z 43.00 9.73%
5000
310 ‘ 89.0
m/z--> 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22384.D

Acq On : 28 Oct 2022 14:41
Operator : CG/JU

Sample : N5233-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 Benzene, 1-chloro-2-methyl- Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
6.887 3.61 ng/ul 176150  1,4-Dichlorobenzene-d4 7.928

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-chloro-2-methyl- 126 C7H7C1 000095-49-8 92
2 Benzene, 1-chloro-2-methyl- 126 C7H7C1 000095-49-8 86
3 Benzene, 1-chloro-3-methyl- 126 C7H7C1 000108-41-8 70
4 Benzene, 1l-chloro-4-methyl- 126 C7H7C1 000106-43-4 70
5 Benzene, 1-chloro-3-methyl- 126 C7H7C1 000108-41-8 70
Abundance Scan 663 (6.887 min): BN022384.D\data.ms (-653) (-) m/z 91.00 100.00%
91.0
5000
43.0 126.0 e
‘ Gf-o | ‘ 6.60 6.80 7.00 7.20
ob el 2080 Tio6 e 25.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12916: Benzene, 1-chloro-2-methyl-
91.0
5000 R AR EEE s
126.0 6.60 6.80 7.00 7.20
m/z 43.00 24.05%
39.0 63.0
O\‘\H\““i‘\”\\““}‘H”\‘H‘H\“\H\‘\M!H‘HH‘HH‘HH’HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12918: Benzene, 1-chloro-2-methyl-
91.0
R AN REaRS R
6.60 6.80 7.00 7.20
5000 m/z 89.00 16.33%
126.0
39.0 63.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 \
Abundance #12926: Benzene, 1-chloro-3-methyl- e RARERa R
91.0 6.60 6.80 7.00 7.20
m/z 63.00 15.33%
5000 126.0
390 650
m/z--> 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22384.D

Acq On : 28 Oct 2022 14:41
Operator : CG/JU

Sample : N5233-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 unknown-01 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.622 11.06 ng/ul 538785 1,4-Dichlorobenzene-d4 7.928

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3,5-Diisopropylpyrazole 152 C9H16N2 017536-00-4 47
2 4,5-Heptadien-2-one, 3,3,6-trime... 152 C10H160 081250-41-1 43
3 8-Azahypoxanthine 137 C4H3N50 002683-90-1 43
4 Acetaldehyde, (3,3-dimethylcyclo... 152 C1@H160 026532-24-1 42
5 Cyclopentanecarboxylic acid, 3-i... 290 C19H3002 1000151-83-4 38
Abundance Scan 788 (7.622 min): BN022384.D\data.ms (-782) (-) m/z 137.05 100.00%
137.1
43.0
5000
81.0
R
M 1121 7.20 7.40 7.60 7.80 8.00
Obrrrei et WAL L2070 s 43,00 69.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30319: 3,5-Diisopropylpyrazole
137.0
5000 95.0 AR e

7.20 7.40 7.60 7.80 8.00
m/z 81.00  29.37%
.

41.0 ‘
O\]-\5\(‘)\\\\“M\\\\‘\‘w\\“‘\\\\‘\\\\“\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29254: 4,5-Heptadien-2-one, 3,3,6-trimethyl-
137.0
[T T e e e
7.20 7.40 7.60 7.80 8.00
5000 67.0 ITI z 83.00 28.87%
43.0
109 0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19033: 8-Azahypoxanthine RaEas e e
137.0 7.20 7.40 7.60 7.80 8.00
54.0 m/z 55.00 27.10%
28.0
5000
83.0 109.0
ouwwm‘wWﬂuwmwuwuwuwuww‘ R T
m/z--> 20 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80 8.00

SFAM-EPA-BN101222.M Mon Oct 31 15:45:31 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22384.D

Acq On : 28 Oct 2022 14:41
Operator : CG/JU

Sample : N5233-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 unknown-02 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.122 10.17 ng/ul 495797  1,4-Dichlorobenzene-d4 7.928

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Silane, 1-hexynyltrimethyl- 154 C9H18Si 003844-94-8 35
2 trans-Rose oxide 154 C1eH180 000876-18-6 35
3 2-Amino-4-hydroxy-3,6-dimethylpy... 139 C6H9N30 033796-41-7 30
4 2H-Pyran, tetrahydro-4-methyl-2-... 154 C10H180 016409-43-1 25
5 Oxalic acid, butyl isohexyl ester 230 C12H2204 1000309-32-7 22
Abundance Scan 873 (8.122 min): BN022384.D\data.ms (-868) (-) m/z 139.05 100.00%
139.1
43.0 811
5000
 RRRREEa R
‘ 11, 7.80 8.00 8.20 8.40
om_mw LAy 2070 u; 81.16 66.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32327: Silane, 1-hexynyltrimethyl-
139.0
5000 L B B R R B R
7.80 8.00 8.20 8.40
430 T30 m/z 85.10 58.59%
0
O\1?’\‘\\\\“\‘\\H\“\“\‘\“UH‘\\\\“\\w\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30988: trans-Rose oxide
139.0
Y NS 1 P
69.0 7.80 8.00 8.20 8.40
5000 m/z 43.00 57.62%
41.0
oltsol L L Joe
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #20409: 2-Amino-4-hydroxy-3,6-dimethylpyrimidine A ARRERNREERE
139.0 7.80 8.00 8.20 8.40
m/z 55.10 51.50%
5000 57.0
110.0
M |, B39, w |
om"m_‘H_H‘_m‘HHWH_m_m‘mwm R R RRRREE
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40

SFAM-EPA-BN101222.M Mon Oct 31 15:45:32 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22384.D

Acq On : 28 Oct 2022 14:41
Operator : CG/JU

Sample : N5233-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 unknown-03 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
8.263 3.64 ng/ul 177457  1,4-Dichlorobenzene-d4 7.928

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentene, 4,4-dimethyl- 96 C7H12 019037-72-0 46
2 Formic acid, cis-4-methylcyclohe... 142 C8H1402 1000368-24-7 43
3 3,5-Dimethylcyclopentene 96 C7H12 007459-71-4 43
4 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 43
5 Furan, 2-ethyl- 96 C6H80 003208-16-0 43

Abundance Scan 897 (8.263 min): BN022384.D\data.ms (-887) (-) m/z 81.00 100.00%

81.0
5000 43.0
ot 1 125.1 1459 e s e
H ﬁg.o ‘ ‘ | ‘ | M 8.00 8.20 8.40 8.60
Y AN | 1 O U RN S | m/z 43.00 42.71%
miz--> 20 40 60 80 100 120 140
Abundance #3270: Cyclopentene, 4,4-dimethyl-
81.0
5000 L B I R L B
8.00 8.20 8.40 8.60
390 m/z 96.10  30.78%
15.0 H \FO T 2
O\\\‘\\\\\\‘\\‘\“‘\\\\\‘\“\\\\’\\\\‘\\\\
m/z--> 80 100 120 140
Abundance #22837. Formic aC|d, cis-4-methylcyclohexyl ester
81.0
R A REEEEN R
8.00 8.20 8.40 8.60
5000 m/z 125.10 21.66%
55.0
390 “ 97.0
0 H_mw “ m“‘MHMHH,HH_M
m/z--> 20 80 100 120 140 ﬂ [\
Abundance #3253.35—Dnnetthydopentene AN A 6
81.0 8.00 8.20 8.40 8.60
m/z 41.00 21.08%
5000
39.0
SE WIS NEPISE L.
m/z--> 80 100 120 140 8.00 8.20 8.40 8.60

SFAM-EPA-BN101222.M Mon Oct 31 15:45:33 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN©22384.D

Acq On : 28 Oct 2022 14:41

Operator : CG/JU

Sample : N5233-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 16 Benzene, 4-chloro-1,2-dimet... Concentration Rank 11

R.T EstConc Area Relative to ISTD R.T.
9.169 8.03 ng/ul 391295 1,4-Dichlorobenzene-d4 7.928
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 4-chloro-1,2-dimethyl- 140 C8H9Cl 000615-60-1 95
2 m-Xylene, 5-chloro- 140 C8H9C1 000556-97-8 92
3 Benzene, 4-chloro-1,2-dimethyl- 140 C8H9Cl 000615-60-1 91
4 Benzene, 1l-chloro-2,3-dimethyl- 140 C8HOCl 000608-23-1 89
5 Benzene, (1-chloroethyl)- 140 C8HOC1 000672-65-1 76
Abundance Scan 1051 (9.169 min): BN022384.D\data.ms (-1047) (-) m/z 105.00 100.00%
105.0
5000 140.0 j\
73.0 \‘\\\\‘\\\\‘\\\\‘\\\\’\
43.0 H‘ ‘ 8.80 9.00 9.20 9.40
o }““u“““ My bl 2070 2804 146 6 38.81%
miz--> 50 100 150 200 250
Abundance #21436: Benzene, 4-chloro-1,2-dimethyl-
105.0
5000 140.0 N L B N
8.80 9.00 9.20 9.40
m/z 73.00 25.20%
51.0 ‘
O]_\ \0‘\ ‘\ “‘ \‘ T L‘\ ‘\ “M\ T ‘\ w ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #21414: m-Xylene, 5-chloro-
105.0
T T
140.0 8.80 9.00 9.20 9.40
5000 ’ m/z 125.00 23.10%
51.0
050 | |y 1 d L U\ IR
m/z--> 50 100 150 200 250
Abundance #21427: Benzene, 4-chloro-1,2-dimethyl- “H““H“‘H“ﬂu‘,/
105.0 8.80 9.00 9.20 9.40
m/z 77.00 21.33%
5000 140.0
51.0
L
i “‘u“wuw“u“ | VY i
m/z--> 50 100 150 200 250 8.80 9.00 9.20 9.40

SFAM-EPA-BN101222.M Mon Oct 31 15:45:34 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22384.D

Acq On : 28 Oct 2022 14:41
Operator : CG/JU

Sample : N5233-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 17 unknown-04 Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
9.210 3.02 ng/ul 146988 1,4-Dichlorobenzene-d4 7.928

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 cis-Hept-4-enol 114 C7H140 006191-71-5 47
2 3-Hexyne 82 C6H10 000928-49-4 43
3 3,5-Dimethylcyclopentene 96 C7H12 007459-71-4 38
4 Bicyclo[2.1.0]pentane, 1,4-dimet... 96 C7H12 017065-18-8 38
5 2-Hexyne 82 C6H10 000764-35-2 38
Abundance Scan 1058 (9.210 min): BN022384.D\data.ms (-1055) (-) m/z 81.00 100.00%
81.0
R WJJLK
A
8.80 9.00 9.20 9.40 9.60
112.0
Orrrprrrs 2069 m/z 82.10 64.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8450: cis-Hept-4-eno
41.0 81.0
5000 [T T T T [T T T [T T T T[T T T
8.80 9.00 9.20 9.40 9.60
m/z 67.00 55.45%
114.0
O' }\““w\\‘\“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1353: 3-Hexyne
67.0
R A ARARSEa ST
2410 8.80 9.00 9.20 9.40 9.60
5000 m/z 39.00 37.35%
0 m_‘m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3253: 3,5-Dimethylcyclopentene A Rmaas Ha
81.0 8.80 9.00 9.20 9.40 9.60
m/z 41.00 35.67%
5000
39.0
o2 SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60

SFAM-EPA-BN101222.M Mon Oct 31 15:45:35 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22384.D

Acq On : 28 Oct 2022 14:41
Operator : CG/JU

Sample : N5233-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 20 Benzenamine, 2,4-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.846  39.95 ng/ul 2589810  Naphthalene-d8 10.752
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzenamine, 2,4-dimethyl- 121 C8H11N 000095-68-1 97
2 Benzenamine, 3,4-dimethyl- 121 C8H11N 000095-64-7 96
3 Benzenamine, 3,4-dimethyl- 121 C8H11N 000095-64-7 96
4 Benzenamine, 3,4-dimethyl- 121 C8H1i1N 000095-64-7 96
5 Benzenamine, 2,4-dimethyl- 121 C8H11N 000095-68-1 96
Abundance Scan 1336 (10.846 min): BN022384.D\data.ms (-1327) (- m/z 121.10 100.00%
1201.1
5000 M
77.0
39.0 ‘ b 10.50 11,00
bbbt i 890l 1541 184.9207.0 /7 176,05  96.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10919: Benzenamine, 2,4-dimethyl-
121.0
5000
10. 50 11 00
m/z 106.10 92.44%
L 39.0 77.0
O \\\‘\‘}\\“H\\W\‘\\\\Hi\\‘\\““\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10938: Benzenamine, 3,4-dimethyl-
121.0
10. 50 11 OO
5000 m/z 76.95 21.64%
77.0
ol 280,  EEEaa
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10918: Benzenamine, 3,4-dimethyl- AL“
121.0 10. 50 11 OO
m/z 91.10 15.72%
5000
77.0
0 27.0 51.0
- \\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 10. 50 11 00

SFAM-EPA-BN101222.M Mon Oct 31 15:45:35 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22384.D

Acq On : 28 Oct 2022 14:41
Operator : CG/JU

Sample : N5233-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 21 p-Menthane-3,8-diol, cis-1,... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
11.128 3.14 ng/ul 203846  Naphthalene-d8 10.752
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 p-Menthane-3,8-diol, cis-1,3,tra... 172 C10H2002 003564-98-5 53
2 (S)-2,5-Dimethyl-3-vinylhex-4-en... 154 C10H180 035671-15-9 50
3 (1S,2R,5R)-2-(2-Hydroxypropan-2-... 172 C10H2002 092471-23-3 37
4 Cyclohexanol, 2-(2-hydroxy-2-pro... 172 C10H2002 138663-70-4 37
5 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 25

Abundance Scan 1384 (11.128 min): BN022384.D\data.ms (-1374) (- m/z 59.00 100.00%

59.0
81.0
5000 1531
A ==
gl J¢ ||, o 11.00 11.50
ok S8R L L2070 43 00 88.56%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #47140: p-Menthane-3,8-diol, cis-1,3,trans-1,4-
81.0

59.0

?

5000 — —
11.00 11.50

m/z 81.05 79.34%

139.0
u H‘n Ll ‘\ 11‘1‘0\ \

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31155: (S)-2,5-Dimethyl-3-vinylhex-4-en-2-ol

o

.

59.0 81.0
[
11.00 11.50
5000 m/z 95.00 40.45%
o S0 Ll poso 1m0
m/z--> 20 40 60 80 100 120 140 160 180 200
‘ ‘

Abundance #47200: (1S,2R,5R)-2-(2-Hydroxypropan-2-yl)-5-methylc : : —
81.0 11.00 11.50

m/z 153.05 39.07%

59.0

5000

1210 4540

3
I T T TR Y s NN A

m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50

SFAM-EPA-BN101222.M Mon Oct 31 15:45:36 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22384.D

Acq On : 28 Oct 2022 14:41
Operator : CG/JU

Sample : N5233-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 23 3-Phenylpropyl benzoate Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.451 4.02 ng/ul 260881  Naphthalene-d8 10.752
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Phenylpropyl benzoate 240 Cl6H1602 060045-26-3 72
2 Benzene, 1-ethenyl-3-methyl- 118 C9H1e 000100-80-1 70
3 Benzene, 1l-ethenyl-4-methyl- 118 C9H1e 000622-97-9 70
4 .alpha.-Methylstyrene 118 C9H1e 000098-83-9 64
5 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 62
Abundance Scan 1439 (11.451 min): BN022384.D\data.ms (-1432) (- | m/z 118.10 100.00%
118.1
5000
91.0 148.1 e
51.0 ‘ 181.9 11.50
0 e o2 2070 sz 117,00 82.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #123768: 3-Phenylpropyl benzoate
118.0
5000 LN
77.0 11.50
m/z 105.00  23.547%
51.0 ‘
O\H‘\H\“\\‘M“\‘HH“\H\“1‘\\‘\“\\H‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10204: Benzene, 1-ethenyl-3-methyl-
118.0 /uj\
11.50
5000 m/z 91.00 22.88%
91.0
39.0 650 ‘
L T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10208: Benzene, 1-ethenyl-4-methyl- —
118.0 11.50
m/z 115.00 21.03%
5000
91.0
39.0 63.0
] R
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50

SFAM-EPA-BN101222.M Mon Oct 31 15:45:37 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22384.D

Acq On : 28 Oct 2022 14:41
Operator : CG/JU

Sample : N5233-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 25 Phenol, p-tert-butyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.104 48.24 ng/ul 3127140  Naphthalene-d8 10.752
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 96
2 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 96
3 Phenol, m-tert-butyl- 150 C1eH140 000585-34-2 91
4 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 91
5 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 81
Abundance Scan 1550 (12.104 min): BN022384.D\data.ms (-1540) (- m/z 135.05 100.00%
135.1
5000 107.0
— —
41.1 77.0 ‘ 12.00 12.50
Obrer bbb M L1681 2070y 167 00 42.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27481: Phenol, p-tert-butyl-
135.0
5000
107.0 12 00 12 50
m/z 150.05 18.75%
77.0
O \]-\5\‘0\\\4\‘1‘1\(\)\1‘\‘\\1“\\‘\‘\‘\\\\‘\\\!‘\\“!\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27474: Phenol, p-tert-butyl-
135.0
12 00 12 50
5000 m/z 95.00 14.45%
107.0
41.0 o
Jso | |
‘H"H“‘H“H‘“H‘“H“_“‘_“w“‘w“u“‘u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27480: Phenol, m-tert-butyl- = —
135.0 12.00 12.50
41.10 10.96%
5000 107.0
41.0 77.0
o890, 1L e e b e e
m/z--> 20 40 60 80 100 120 140 160 180 200 12 00 12 50

SFAM-EPA-BN101222.M Mon Oct 31 15:45:38 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22384.D

Acq On : 28 Oct 2022 14:41
Operator : CG/JU

Sample : N5233-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 26 unknown-05 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
12.575 3.85 ng/ul 249595  Naphthalene-d8 10.752
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-(1-Cyclopent-1-enyl-1-methylet... 192 C13H200 1000190-57-4 43
2 benzenamine, 3-[(tetrahydro-2H-p... 193 C11H15NO2 1010400-28-1 43
3 2-(3,3,5-Trimethylcyclohexyl)ace... 184 C11H2002 003213-73-8 43
4 3,4-Pyridinediamine 109 C5H7N3 000054-96-6 38
5 2-Cyclopenten-1-one, 3,4,4-trime... 124 C8H120 030434-65-2 38

Abundance Scan 1630 (12.575 min): BN022384.D\data.ms (-1622) (- m/z 109.05 100.00%

109.1
5000
43.0
T T
170.0 12.50
0 w‘w”‘ ‘HJZ%QZE‘“ m/z 119.10  44.44%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #66921: 2-(1-Cyclopent-1-enyl-1-methylethyl)cyclopentan
109.0
5000 — :
12.50
67.0 m/z 43.00 33.85%
o)t \M \‘ w‘\ i \‘H \‘ 149.0 1920
’\\H‘HH‘\H\‘\H\‘\ H‘\H\‘\H\‘H\\‘\H\‘H\\‘HH‘H\\‘HH‘H

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67892: benzenamine, 3-[(tetrahydro-2H-pyran-2-yl)oxy]-

§

109.0
12.50
5000 m/z 134.05 33.42%
41.0
Ll
Y O L —
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #58669: 2-(3,3,5-Trimethylcyclohexyl)acetic acid e ‘
109.0 12.50
m/z 41.00 21.48%
5000
69.0
41.0 ‘ 151.0
S Y -
m/z--> 20 40 60 80 100120140160180200220240260280 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22384.D

Acq On : 28 Oct 2022 14:41
Operator : CG/JU

Sample : N5233-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 27 Bicyclo[2.2.1]hept-2-ene, 2... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
12.857 3.18 ng/ul 290474  Acenaphthene-di0 14.598
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Bicyclo[2.2.1]hept-2-ene, 2,3-di... 122 C9H14 000529-16-8 86
2 6-Propenylbicyclo[3.1.0]hexan-2-one 136 C9H120 075283-46-4 52
3 Bicyclo[3.2.1]oct-6-en-3-one 122 C8H100 003721-60-6 50
4 3-Cyclohexene-1-methanol 112 C7H120 001679-51-2 47
5 1,3-Cycloheptadiene 94 C7H10 004054-38-0 47
Abundance Scan 1678 (12.857 min): BN022384.D\data.ms (-1673) (- m/z 94.05 100.00%
94.0
122.0
5000
39.0 = ——
670‘ 12.50 13.00
163.1
0 _H““uu‘:“‘ J}‘HH"mH“‘HH_m,wwl?f"}?‘(??? m/z 79.00  99.74%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #11468: Bicyclo[2.2.1]hept-2-ene, 2,3-dimethyl-
94.0

A

5000
122.0 12.50 13.00
m/z 122.00 78.96%
39.0 450 ‘
O‘\\\\“‘\\H\“\‘H\\\‘}\\\M\‘\“\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18963: 6-Propenylbicyclo[3.1.0]hexan-2-one
79.0
= —
12.50 13.00
5000 ITI/Z 77 .00 25.33%
39.0
o s
Ol e 2
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11363: Bicyclo[3.2.1]oct-6-en-3-one — ——
79.0 12.50 13.00
m/z 39.00 20.55%
122.0
5000
39.0 ‘
Y R T A | T L — ST
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22384.D

Acq On : 28 Oct 2022 14:41
Operator : CG/JU

Sample : N5233-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 28 Tripropyl phosphate Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.134 4.02 ng/ul 367003  Acenaphthene-di0 14.598
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tripropyl phosphate 224 C9H2104P 000513-08-6 90
2 Tripropyl phosphate 224 C9H2104P 000513-08-6 49
3 2-tert-Butylcyclohexyl methylpho... 236 C11H22F02P 1000298-39-6 28
4 Butyl methylphosphonofluoridate 154 C5H12F02P 000352-63-6 28
5 1,3,2-Dioxaborolane, 2,4-diethyl- 128 C6H13B0O2 057633-63-3 9
Abundance Scan 1725 (13.134 min): BN022384.D\data.ms (-1721) (| m/z 99.00 100.00%
99.0
5000 J
43.0 141.0 r— —
“ ‘ ‘ 183.0 ) 13.00 13.50
Ottt e b e 2808 m/z 43.05 26.17%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #104890: Tripropyl phosphate
99.0
5000 g ——
141.0 13.00 13.50
43.0 m/z 141.00 24.11%
183.0
O H\‘\‘\‘H““\H\’HH‘H\\H“H‘”\“\‘H\w\H‘\’\H\“\\H‘HH‘H.H‘HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #104891: Tripropyl phosphate
99.0
—— g
13.00 13.50
5000 43.0 m/z 123.00 16.73%
141.0
| | ‘ 183.0
) S I P P O S . 2
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #117897: 2-tert-Butylcyclohexyl methylphosphonofluorida = =T
99.0 13.00 13.50
m/z 41.00 13.93%
5000
67.0
0 299‘ m‘ “ h‘h . ‘ 155.0
e e e e e e e e e —— ——
m/z--> 20 40 60 80 100120140160180200220240260280 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22384.D

Acq On : 28 Oct 2022 14:41
Operator : CG/JU

Sample : N5233-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 30 N-Hydroxy-2-phenyl-acetamide Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
16.104 8.25 ng/ul 619957  Phenanthrene-di10 17.357
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 N-Hydroxy-2-phenyl-acetamide 151 C8H9NO2 1000362-96-1 50
2 Benzene, (2-methylbutyl)- 148 C11H16 003968-85-2 49
3 Toluene 92 C7H8 000108-88-3 43
4 Toluene 92 C7H8 000108-88-3 43
5 Phenylethyl Alcohol 122 C8H1e0 000060-12-8 43

Abundance Scan 2230 (16.104 min): BN022384.D\data.ms (-2223) (- | m/z 91.00 100.00%
91.0
5000
147.0
—r= —
51.0‘ 16.00 16.50
ob——bufd. M Iy w“\“ “1“9?.‘1 2L m/z 92,00 72.18%
miz--> 50 100 150 200 250
Abundance #28812: N-Hydroxy-2-phenyl-acetamide
91.0
5000 e —
16.00 16.50
m/z 147.00  33.73%
39.0 151.0
O T T T ‘\‘ ; \‘L‘\ ‘\ H‘ ‘ ]\-%P.c\)‘\ “ T T T T T T T T T T T T
miz--> 50 100 150 200 250
Abundance #26367: Benzene, (2-methylbutyl)-
92.0
L\;\ T ‘ T T ‘ T
16.00 16.50
5000 ITI/Z 65.00 24.25%
41.0 148.0
o] H“‘ ‘;‘ i“ w“\“‘ h“ \“ e Liy e — —
miz--> 50 100 150 200 250
Abundance #2753: Toluene T —T
91.0 16.00 16.50
m/z 77.00  18.34%
5000
39.0
0\\“\{‘\“‘”‘1“\ — — — —— ——
m/z--> 50 100 150 200 250 16.00 16.50
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

BN©22384.D

: 28 Oct 2022 14:41
: CG/JU

: N5233-01

: 6 Sample Multiplier: 1

. SVOA CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\

Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 31 2(3H)-Benzothiazolone

16.298

Hit# of

9.55 ng/ul 717222

5 Tentative ID

Concentration Rank 9

Relative to ISTD R.T.

Phenanthrene-di10

1 2(3H)-Benzothiazolone
2 2(3H)-Benzothiazolone
3 Thieno[3,2-b]pyridin-7-ol

4 6-Methyl-7-ox0-4,7-dihydro-triaz...

5 4-Methoxyformanilide

151 C7H5NOS
151 C7H5NOS
151 C7H5NOS
151 C5H5N50
151 C8H9NO2

000934-34-9 96
000934-34-9 72
107818-20-2 52
057250-39-2 43
005470-34-8 38

Abundance Scan 2263 (16.298 min): BN022384.D\data.ms (-2257) (- m/z 151.00 100.00%
151.0
96.0
123.0
5000
69.0
‘ 1600 1650
ow_w‘,“w” gl b 18492082 s g6 0 78.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28647: 2(3H)-Benzothiazolone
151.0
96.0
123.0
5000
1600 1650
69.0 m/z 123.00 3.38%
O\]\-4\(‘)\1\\‘H’\‘\Hl\’m\h\“"\\\‘\h’\\\\’M‘\\\’\\1‘\’\\\\’\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28644: 2(3H)-Benzothiazolone
151.0
1600 1650
5000 96.0 123.0 m/z 69.00 %
o 69.0
) B A VMR WIS MBS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28649: Thieno[3,2-b]pyridin-7-ol
151.0 1600 1650
m/z 70.00 %
5000
96.0 1230
45.0 70.0 ‘
o SN O USSR
m/z--> 20 40 60 80 100 120 140 160 180 200 1600 1650

SFAM-EPA-BN101222.M Mon Oct 31 15:45:55 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22384.D

Acq On : 28 Oct 2022 14:41
Operator : CG/JU

Sample : N5233-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 32 2(1H)-Quinoxalinone, 3-methyl- Concentration Rank 30

R.T. EstConc Area Relative to ISTD R.T.
16.351 3.12 ng/ul 234644  Phenanthrene-die 17.357
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2(1H)-Quinoxalinone, 3-methyl- 160 C9H8N20 014003-34-0 93
2 2(1H)-Quinoxalinone, 3-methyl- 160 C9H8N20 014003-34-0 91
3 2(1H)-Quinoxalinone, 3-methyl- 160 C9H8N20 014003-34-0 87
4 2(1H)-Quinoxalinone, 3-methyl- 160 COH8N20 014003-34-0 87
5 2(1H)-Quinoxalinone, 3-methyl- 160 C9H8N20 014003-34-0 83

Abundance Scan 2272 (16.351 min): BN022384.D\data.ms (-2268) (- m/z 131.00 100.00%
131.0
160.0
5000
63.0 990 184.1 [ ==
39.0 J“‘ ‘ ‘ 2910 16.00 16.50
0 wahm”\u“ Hu‘k‘,m“Umw w‘Hu‘u‘mMu”_wa m/z 132.00  88.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36961: 2(1H)-Quinoxalinone, 3-methyl-
131.0
160.0
5000 A=A e
16.00 16.50
63.0 m/z 160.00 77.38%
30.0 90.0
015-0 \\“W’\\M\‘!‘\\\‘\\‘\‘\\\\“\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36962: 2(1H)-Quinoxalinone, 3-methyl-
132.0
160.0 pe —r—
16.00 16.50
5000 63.0 ITI/Z 184.10 26.507%
39.0 90.0
o) m‘”“,u“!wlmw‘ww“w_www
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36963: 2(1H)-Quinoxalinone, 3-methyl- ‘ A“ ‘Aw ‘
132.0 16.00 16.50
160.0 m/z 63.00 20.41%
5000
39.0 63.0 90.0
ol ety e ||l
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22384.D

Acq On : 28 Oct 2022 14:41
Operator : CG/JU

Sample : N5233-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 33 Phenol, 2-(1-phenylethyl)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.657 21.60 ng/ul 1622610  Phenanthrene-d10 17.357
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, 2-(1-phenylethyl)- 198 C14H140 004237-44-9 95
2 Azulene, 1,4-dimethyl-7-(1-methy... 198 C15H18 000489-84-9 87
3 Phenol, 4-(1-phenylethyl)- 198 C14H140 001988-89-2 83
4 6-Isopropyl-1,4-dimethylnaphthalene 198 C15H18 000489-77-0 83
5 Naphthalene, 1,6-dimethyl-4-(1-m... 198 C15H18 000483-78-3 83

Abundance Scan 2324 (16.657 min): BN022384.D\data.ms (-2315) (- m/z 183.10 100.00%
188.1

5000
77.0 —— —
51.0 | josa 12801520 iy 16.50 17.00
O e bt bt LT el ol 8081 sz 108,10 42.12%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73949: Phenol, 2-(1-phenylethyl)-
183.0
5000 —— ——
16.50 17.00
m/z 165.05  30.53%
s1.0 910 1200 1520 |
O \\\‘\\\\‘\\‘\‘\‘\\\\“\\‘\\“\\\\}‘\\\\‘\\U‘\‘\\\\“\\\\“\\\\‘\\
miz--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #74037: Azulene, 1,4-dimethyl-7-(1-methylethyl)-
183.0

;::::::::>_

— ——
16.50 17.00

5000 ITI/Z 77 .00 17.57%
128.0 158.0
210510 790990 0 I L L L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73948: Phenol, 4-(1-phenylethyl)- = =
188.0 16.50 17.00

m/z 91.00 16.50%

5000

-

51.0 77‘-0‘ 1210 1530
0 | | I

T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22384.D

Acq On : 28 Oct 2022 14:41
Operator : CG/JU

Sample : N5233-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 36 unknown-06 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
17.992 3.81 ng/ul 286539  Phenanthrene-die 17.357
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanone, 1-(2-thienyl)- 126 C6H60S 000088-15-3 47
2 2-Cyclopenten-1-one, 3-methoxy-4... 126 C7H1002 007180-61-2 47
3 4,5-Dihydro-.beta.,.beta.,4,4-te... 184 C10H20N20 090832-26-1 47
4 1,3-Dimethyl-(3,7-dimethyloctyl)... 252 C18H36 1000113-02-4 47
5 cis,cis,cis-1-Isobutyl-2,5-dimet... 168 C12H24 1000113-60-0 47
Abundance Scan 2551 (17.992 min): BN022384.D\data.ms (-2546) (| m/z 111.05 100.00%
1141
5000 69.0 i
==
39*0 ‘ ‘ | 18.00
ol MLl L 1540 19112211 28140 69 65 50.88%
miz--> 50 100 150 200 250
Abundance #12734: Ethanone, 1-(2-thienyl)-
111.0
5000 R
18.00
39.0 m/z 41.05 38.98%
|, 810 |
O\‘\\‘\‘h\‘\\‘”\‘\‘\h\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance  #12819: 2-Cyclopenten-1-one, 3-methoxy-4-methyl-
111.0
——
18.00
5000 69.0 ITI/Z 55.00 31.50%
39.
miz--> 50 100 150 200 250
Abundance #58489: 4,5-Dihydro-.beta.,.beta.,4,4-tetramethyl-1H-pyre P
111.0 18.00
m/z 81.05 27.33%
h J\J\A
55.0 184.0
) Y N 0 N . —_—
m/z--> 50 100 150 200 250 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22384.D

Acq On : 28 Oct 2022 14:41
Operator : CG/JU

Sample : N5233-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 37 4-Hydroxy-N,N-dimethylbenze... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
18.039 3.98 ng/ul 299005 Phenanthrene-d10 17.357
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4-Hydroxy-N,N-dimethylbenzenesul... 201 C8H11NO3S 015020-57-2 99
2 Mandelic acid, 4-hydroxy-3-methoxy- 198 C9H1005 000055-10-7 23
3 4-Acetyloxy-N,N-dimethylbenzenes... 243 C10H13NO4S 1000500-53-8 16
4 Cyclopropane, 1,1-dichloro-2-eth... 136 C5H6C12 000694-33-7 12
5 Benzene, 1-methyl-2-nitroso- 121 C7H7NO 000611-23-4 12
Abundance Scan 2559 (18.039 min): BN022384.D\data.ms (-2555) (- m/z 93.00 100.00%
44.0 93.0
201.0
5000 157.0
T [
‘ | ‘ 197 ‘ 18.00
Obrererro s o SFELRL b b B3AL 2BLL 0 4405 94.42%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #77113: 4-Hydroxy-N,N-dimethylbenzenesulfonamide
44.0 93.0
157.0 201.0
5000 — :
18.00
L m/z 65.00 60.74%
015.0’ ‘\‘\\\\2‘2\\.91“‘\\\\“‘\H\’\H\i“\\\\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #74431: Mandelic acid, 4-hydroxy-3-methoxy-
93.0
R \
153.0 18.00
5000 m/z 201.00 53.98%
45.0
198.0
23.0
0,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126725: 4-Acetyloxy-N,N-dimethylbenzenesulfonamide S
201.0 18.00
43.0 157.0 m/z 157.00 48.20%
- | J/\Mﬁ
243.0
ot 2280 L l
m/z--> 20 40 60 80 100120140160180200220240260280 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN©22384.D

Acq On : 28 Oct 2022 14:41

Operator : CG/JU

Sample : N5233-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 39 Quinoline Concentration Rank 27

R.T EstConc Area Relative to ISTD R.T.
18.410 3.46 ng/ul 260345 Phenanthrene-d10 17.357
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Quinoline 129 C9H7N 000091-22-5 53
2 Quinoline 129 CO9H7N 000091-22-5 53
3 Benzeneacetonitrile, .alpha.-met... 129 C9H7N 000495-10-3 53
4 1-Deuteronaphthalene 129 C10H7D 000875-62-7 50
5 (1-Ethylbuta-1,3-dienyl)benzene 158 C12H14 1000210-05-6 43

Abundance Scan 2622 (18.410 min): BN022384.D\data.ms (-2617) (- | m/z 129.00 100.00%
129.0
1850
210.1
390 770 157.0
0 H_Hu‘Hmm‘mwmH‘:_Mﬁkw“““““““““‘??7:5 m/z 128.00  20.00%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #15005: Quinoline
129.0
5000 1
18.50
m/z 156.10 18.43%
51.0 10@ ‘
O H‘HH‘H‘M“\‘H‘w”‘\H\‘H\‘H\‘\\‘H‘\\H‘HH‘HH‘\H\‘\H\‘\H\‘\H\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #15001: Quinoline
129.0
I
18.50
5000 ITI/Z 127.00 12.08%
51.0 10}(0
0“_HWHW¢MNMHHMH‘_LW‘HWHH‘HH_H‘_HW‘HWHH
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #15018: Benzeneacetonitrile, .alpha.-methylene- e
129.0 18.50
m/z 115.05 11.25%
5000
51.0 1#0
m/z--> 20 40 60 80 100120140160180200220240260 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22384.D

Acq On : 28 Oct 2022 14:41
Operator : CG/JU

Sample : N5233-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 41 1Isoquinoline Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.563 6.54 ng/ul 491630  Phenanthrene-d10 17.357
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Isoquinoline 129 C9H7N 000119-65-3 52
2 Isoquinoline 129 C9H7N 000119-65-3 49
3 1-Deuteronaphthalene 129 C10H7D 000875-62-7 47
4 2-Propenenitrile, 3-phenyl-, (E)- 129 C9H7N 001885-38-7 40
5 (R,E)-3-Methyl-4-phenylbut-3-en-... 204 C13H1602 187735-90-6 40
Abundance Scan 2648 (18.563 min): BN022384.D\data.ms (-2642) (- m/z 129.00 100.00%
129.0
RN T
390 77.0 ‘ 'i ‘ 18.50
ol 390, 71O 11, 2659 21012431 281 ;156,10  26.94%
miz--> 50 100 150 200 250
Abundance #15008: Isoquinoline
129.0
5000 j\ ‘ .
18.50
51.0 m/z 128.00 19.01%
O J-\5.\0\ ‘H\ l“ \“ \‘Hh\ 9\8‘Yp\ T M T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #15009: Isoquinoline
129.0
RN \
18.50
5000 m/z 130.00 12.58%
51.0
SN R I
miz--> 50 100 150 200 250
Abundance #14613: 1-Deuteronaphthalene T i
129.0 18.50
m/z 127.05 10.94%
5000
51.0
0 ‘w}‘NJEFON“W e e e =
m/z--> 50 100 150 200 250 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22384.D

Acq On : 28 Oct 2022 14:41
Operator : CG/JU

Sample : N5233-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 44 Benzophenone, 2-amino-5-chl... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.263 6.05 ng/ul 454691  Phenanthrene-d10 17.357
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone, 2-amino-5-chloro- 231 C13H1eC1NO 000719-59-5 99
2 Benzophenone, 2-amino-5-chloro- 231 C13H10C1NO 000719-59-5 99
3 Benz[c]isoxazole, 1,3-dihydro-5-... 231 C13H10CINO 1010266-69-2 99
4 Benzophenone, 2-amino-5-chloro- 231 C13H1eC1NO 000719-59-5 96
5 Benzophenone, 2-amino-5-chloro- 231 C13H1eC1NO 000719-59-5 95

Abundance Scan 2767 (19.263 min): BN022384.D\data.ms (-2762) (- m/z 230.05 100.00%

230.1
77.0
5000
105.0
153.9 - A

‘ | ] ‘ 195.0 19.00 19.50
0 ,wm‘wwWmH_w_H1_“”“”““”“;_“ 2SSt m/z 231,10 62.04%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #112557: Benzophenone, 2-amino-5-chloro-
230.0
77.0
5000 T
105.0 19 00 19 50

154.0 m/z 77.08  57.42%
.

0L i
] [y H oL
HH‘HH‘HH‘HH‘\\H‘HH‘HH‘H\‘HH‘HH‘H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #112558: Benzophenone, 2-amino-5-chloro-
230.0

77.0 19.00 19.50

5000 m/z 232.00  42.07%
1050 4540

o

195.0
39 ‘\ H\ MH\‘ ‘\ “‘\ L H‘ l H‘ \‘ ‘ N

m/z--> 20 40 60 80 100 120140160180200220240260280
Abundance #112570: Benz[c]isoxazole, 1,3-dihydro-5-chloro-3-phen — P
230.0 19.00 19.50

m/z 105.00 34.92%

77.0
5000
o .

LVTY_Y_Y_Y—FY_Y_Y_Y—FY_Y_\
m/z--> 20 40 60 80 100120140160180200220240260280 1900 1950

o

SFAM-EPA-BN101222.M Mon Oct 31 15:46:10 2022 Page: 29



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN©22384.D

Acq On : 28 Oct 2022 14:41

Operator : CG/JU

Sample : N5233-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 45 unknown-07 Concentration Rank 26

R.T EstConc Area Relative to ISTD R.T.
19.469 3.54 ng/ul 273279  Chrysene-d12 21.557
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 2-Chloro-3-(4-methylphenyl)quino... 254 C15H11CIN2 1000436-33-7 44
2 2-Carbaldehyde-4-hydroxyquinolin... 245 C13H15N02Si 1000463-11-7 25
3 2-tert-Butylaniline, N-trifluoro... 245 C12H14F3NO 1000467-13-1 22
4 2-methyl-4,6-quinolinediamine, T... 245 C13H19N3Si 1000474-39-3 15
5 2,5-Dimethyl-4-(3-amino-4-methyl... 212 C14H16N2 071153-33-8 15

Abundance Scan 2802 (19.469 min): BN022384.D\data.ms (-2798) (- m/z 212.10 100.00%
144.0 21211 2530
5000 103.0
177.0 CT
‘ ‘ ‘ ‘ | 19.50
0! ﬂﬂ“mmmﬂm“h\“#§2$ m/z 219.05 95.53%
miz--> 50 100 150 200 250
Abundance  #140521: 2-Chloro-3-(4-methylphenyl)quinoxaline
219.0
5000 254.0 N e,
19.50
910 m/z 230.20  93.95%
51.0 ‘ 27.0
01\5-\0‘\ “\ ”‘ \““\‘H‘\ ‘H‘ “‘ T h\ “\ T ‘1§‘5\.0\ P ! T ““\ T
miz--> 50 100 150 200 250
Abundance #129364: 2-Carbaldehyde-4-hydroxyquinoline, trimethylsi
230.0
A
19.50
5000 m/Z 253.00 85.49%
128.0
womo ||| e |||
oLb—— ‘M — ‘M‘\“\‘ i‘ “‘h‘ Il “\m‘ H‘ ‘\ ““ i“ | ‘\‘ ,
miz--> 50 100 150 200 250
Abundance #129130: 2-tert-Butylaniline, N-trifluoroacetyl- a4 ‘/\‘
212.0 19.50
m/z 144.00 85.06%
245.0
5000
91.0 132.0
W N | M
oL : \“ i‘m“h““ “h‘ Hh ‘\h\h“\\! \!H “‘m‘ U 4 “ \!\ ‘\ : “ “‘ : e
miz--> 50 100 150 200 250 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN©22384.D

Acq On : 28 Oct 2022 14:41

Operator : CG/JU

Sample : N5233-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
. SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 46 Phenol, 4,4'-(1-methylethyl... Concentration Rank 12

R.T EstConc Area Relative to ISTD R.T.
19.810 7.17 ng/ul 553463  Chrysene-d12 21.557
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, 4,4'-(1-methylethylidene... 228 C15H1602 000080-05-7 98
2 Phenol, 4,4'-(1-methylethylidene... 228 C15H1602 000080-05-7 97
3 Phenol, 4,4'-(1-methylethylidene... 228 C15H1602 000080-05-7 91
4 Phenol, 4,4'-(1-methylethylidene... 228 C15H1602 000080-05-7 91

5 3,4'-Isopropylidenediphenol

228 C15H1602

046765-25-7 83

Abundance Scan 2860 (19.810 min): BN022384.D\data.ms (-2856) (- m/z 213.10 100.00%
213.1
5000 AA¥
119.0
65.0 ‘ 165.1 1950 20,00
0L “‘w et 112908 895, /7 119.00  23.88%
m/z--> 50 100 150 200 250 300 350
Abundance #109421: Phenol, 4,4'-(1-methylethylidene)bis-
2138.0
5000
1950 2000
119.0 m/z 228.05 16.21%
65.0 ‘ 1650 | \
O\\\\‘\‘\‘\\“\}\‘\‘\‘\\\\\‘\\‘\\\\\\\\\
miz--> 50 100 150 200 250 300 350
Abundance #109422: Phenol, 4,4'-(1-methylethylidene)bis-
213.0
1950 2000
5000 ITI/Z 214.10 15.63%
119.0
65.0 ‘
o270 P80 e L
m/z--> 50 100 150 200 250 300 350 Nm
Abundance #109420: Phenol, 4,4'-(1-methylethylidene)bis-
213.0 1950 2000
m/z 91.00 14.19%
5000
119.0
65.0
olzzg 20y | w0 ||
m/z--> 50 100 150 200 250 300 350 1950 2&00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN©22384.D

Acq On : 28 Oct 2022 14:41

Operator : CG/JU

Sample : N5233-01

Misc

ALS Vial : 6 Sample Multiplier: 1
Quant Method :
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 48 Morphinan-4-ol, N-methyl- Concentration Rank 31

R.T EstConc Area Relative to ISTD R.T.
20.651 3.03 ng/ul 233878  Chrysene-di12 21.557
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Morphinan-4-ol, N-methyl- 257 C17H23NO 051061-08-6 74
2 Morphinan-4,5-epoxy-3-0l 257 C16H19NO2 029096-51-3 42
3 2-Benzothiazolamine 150 C7H6N2S 000136-95-8 38

4 N-(3-Methylphenyl)-3-nitrobenzamide 256
5 Phenyl-1,2-diamine, N,4,5-trimet... 150

C14H12N203
C9H14N2

069754-50-3 38
017978-55-1 30

Abundance Scan 3003 (20.651 min): BN022384.D\data.ms (-2999) (- 150.05 100.00%
150.1
257.1
5000
42.0 214.
77.0 115.0 ‘ ‘ 20,50 21.00
0l iy ly b L | H fh w\‘ ‘\ gy \\‘L A ‘L ‘ L e ‘3‘4‘1 0‘ m/z 257.10 60.20%
m/z--> 50 100 150 200 250 300 350
Abundance #144698: Morphinan-4-ol, N-methyl-
150.0
257.0
5000 s s
20.50 21.00
42.0 228.15 33.43%
| 7701150 |, 2000
(K \“MH\‘}“\‘ \““\‘\m\‘ \”h“\ o H T \“ L e By
m/z--> 50 100 150 200 250 300 350
Abundance #144632: Morphinan-4,5-epoxy-3-ol
257.0
20.50 21.00
5000 42.05 19.44%
45.0 214.0
115.0
171.0
0! " ‘H“ i m u\‘u um ‘H ‘\ H P
m/z--> 50 100 150 200 250 300 350
Abundance #28109: 2-Benzothiazolamine
150.0 20 50 21 OO
m/z 256.10 18.96%
5000
96.0
m/z--> 50 100 150 200 250 300 350 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN©22384.D

Acq On : 28 Oct 2022 14:41

Operator : CG/JU

Sample : N5233-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 50 Diazepam Concentration Rank 23

R.T EstConc Area Relative to ISTD R.T.
21.468 3.81 ng/ul 293764  Chrysene-d12 21.557
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Diazepam 284 C16H13CIN20 000439-14-5 99
2 Diazepam 284 C16H13CIN20 000439-14-5 99
3 Diazepam 284 C16H13C1N20 000439-14-5 99
4 Diazepam 284 C16H13C1N20 000439-14-5 99
5 Diazepam 284 C16H13C1N20 000439-14-5 94

Abundance Scan 3142 (21.469 min): BN022384.D\data.ms (-3138) (- m/z 256.10 100.00%
256.1
5000
770 149.0
. i
205. 21.50
0 3260 430 n/z 283.10  83.29%
m/z--> 50 100 150 200 250 300 350 400
Abundance #178467: Diazepam
256.0
5000 T
21.50
1100 1650 m/z 284.10  58.53%
51.0
O,
m/z--> 50 100 150 200 250 300 350 400
Abundance #178466: Diazepam
256.0
—
21.50
5000 ITI/Z 255.05 48.19%
770 165.0 [
01‘5\"9 b }L ‘,L\“\m‘uh‘ﬂ m‘m lLM ll J‘“\ ‘M‘\h\c Hr}\gwh‘“ ﬂ‘ —r—————
m/z--> 50 100 150 200 250 300 350 400
Abundance #178463: Diazepam
256.0 21.50
m/z 257.05 45.73%
5000
77.0 165.0
01‘5\:? I }L JLMN‘MML‘ \M‘J\ !‘\\H‘L\\N\‘ i J‘“\ “‘\H\\ w‘ \‘.\\‘m‘\ L; ‘M“ H‘ e it e ey
m/z--> 50 100 150 200 250 300 350 400 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22384.D

Acq On : 28 Oct 2022 14:41
Operator : CG/JU

Sample : N5233-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 51 Triphenylphosphine oxide Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

21.680 4.91 ng/ul 378562  Chrysene-d12 21.557
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 91
2 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 64
3 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 64
4 Triphenylphosphine oxide 278 C18H150P 000791-28-6 53
5 Triphenylphosphine oxide 278 C18H150P 000791-28-6 50

Abundance Scan 3178 (21.680 min): BN022384.D\data.ms (-3174) (- m/z 277.05 100.00%

277.1
5000
77.0
183.0 — :

-
\H 21.50 22.00
IO vl P ‘

357.1 416.0 489

0 H“H‘H“‘H“H“‘H“‘H“_“‘_n“_‘uw“‘q m/z 278.10  31.85%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0

T T
21.50 22.00
m/z 77.00  29.23%

| g

\AJ\l\“‘\”\“‘\\‘ l\l\mh\“\ “‘\ J\“\‘\[\\\\‘W\ \‘\\\\‘\\\\‘\\\\‘\\\\‘

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)h
277.0

o

21 50 22 00
5000 m/z 183.00 21.04%
7.
‘ 0 183.0
131.
0 H““H‘uhu““WWW“WJ“w““_““u“‘u“
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0 21 50 22 OO

m/z 201.00  20.75%

5000
77.0 183.0
0 \‘ I 1 912?(# A l‘ H

P
m/z--> 0 50 100 150 200 250 300 350 400 450 21 50 22.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22384.D

Acqg On : 28 Oct 2022 14:41
Operator : CG/JU

Sample : N5233-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Triethylamine 3.017 10.2 ng/ul 498123 1 7.928 974576 20.0
3-Octanone 6.569 5.2 ng/ul 251566 1 7.928 974576 20.0
Ethane, 1,1'-ox... 6.616 4.7 ng/ul 230024 1 7.928 974576 20.0
Benzene, 1-chlo.. 6.887 3.6 ng/ul 176150 1 7.928 974576 20.0
unknown-01 7.622 11.1 ng/ul 538785 1 7.928 974576 20.0
unknown-02 8.122 10.2 ng/ul 495797 1 7.928 974576 20.0
unknown-03 8.263 3.6 ng/ul 177457 1 7.928 974576 20.0
Benzene, 4-chlo.. 9.169 8.0 ng/ul 391295 1 7.928 974576 20.0
unknown-04 9.210 3.0 ng/ul 146988 1 7.928 974576 20.0
Benzenamine, 2,... 10.846 40.0 ng/ul 2589810 2 10.752 1296480 20.0
p-Menthane-3,8-... 11.128 3.1 ng/ul 203846 2 10.752 1296480 20.0
3-Phenylpropyl ... 11.451 4.0 ng/ul 260881 2 10.752 1296480 20.0
Phenol, p-tert-... 12.104 48.2 ng/ul 3127140 2 10.752 1296480 20.0
unknown-05 12.575 3.9 ng/ul 249595 2 10.752 1296480 20.0
Bicyclo[2.2.1]h... 12.857 3.2 ng/ul 290474 3 14.598 1826530 20.0
Tripropyl phosp... 13.134 4.0 ng/ul 367003 3 14.598 1826530 20.0
N-Hydroxy-2-phe... 16.104 8.3 ng/ul 619957 4 17.357 1502730 20.0
2(3H)-Benzothia... 16.298 9.6 ng/ul 717222 4 17.357 1502730 20.0
2(1H)-Quinoxali... 16.351 3.1 ng/ul 234644 4 17.357 1502730 20.0
Phenol, 2-(1-ph.. 16.657 21.6 ng/ul 1622610 4 17.357 1502730 20.0
unknown-06 17.992 3.8 ng/ul 286539 4 17.357 1502730 20.0
4-Hydroxy-N,N-d... 18.039 4.0 ng/ul 299005 4 17.357 1502730 20.0
Quinoline 18.410 3.5 ng/ul 260345 4 17.357 1502730 20.0
Isoquinoline 18.563 6.5 ng/ul 491630 4 17.357 1502730 20.0
Benzophenone, 2... 19.263 6.0 ng/ul 454691 4 17.357 1502730 20.0
unknown-07 19.469 3.5 ng/ul 273279 5 21.557 1543410 20.0
Phenol, 4,4'-(1... 19.810 7.2 ng/ul 553463 5 21.557 1543410 20.0
Morphinan-4-o0l,.. 20.651 3.0 ng/ul 233878 5 21.557 1543410 20.0
Diazepam 21.468 3.8 ng/ul 293764 5 21.557 1543410 20.0
Triphenylphosph... 21.680 4.9 ng/ul 378562 5 21.557 1543410 20.0
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