LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP@O13172.D

Acqg On : 20 Dec 2022 18:12
Operator : CG/JU

Sample : N6009-03

Misc :

ALS Vvial : 53 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_ P\Methods\SFAM-EPA-BP120722.M
Title : SVOA CALIBRATION

Signal : TIC: BPO13172.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.334 22 25 31 rVB 87962 109627 ©.88% 0.105%
2 3.629 72 75 84 rVB 33061 52633 0.42% 0.050%
3  3.776 97 100 113 rBV 275736 419696  3.36% 0.401%
4 3.870 113 116 125 rVB 86750 115321 ©.92% 0.110%
5 3.999 134 138 142 rVB 54610 79820 0.64% 0.076%
6 4.093 151 154 162 rVB 35649 51191 0.41% 0.049%
7 4.470 216 218 225 rVB7 16945 27217 ©0.22% 0.026%
8 4.664 247 251 256 rVB3 32568 44543 0.36% 0.043%
9 5.040 309 315 323 rVB2 134242 223665 1.79% 0.214%
106 5.134 326 331 339 rBV5 19032 32337 0.26% 0.031%
11 7.111 660 667 683 rVV 1328522 2139768 17.11% 2.043%
12 7.281 690 696 710 rVB 1180274 1819013 14.54% 1.737%
13 7.481 723 730 741 rBV 1445367 2233623 17.86% 2.132%
14 7.569 741 745 748 rVB3 15319 20853 0.17% 0.020%
15 7.952 803 810 817 rBV 1439783 2277271 18.21% 2.174%
16 8.017 817 821 827 rVB3 13981 24960 0.20% 0.024%
17 8.664 923 931 941 rBV 1382219 2186800 17.48% 2.088%
18 8.787 945 952 958 rVB 85271 143546  1.15% 0.137%
19 9.122 1002 1009 1017 rBV 1328834 2148953 17.18% 2.052%
20 9.222 1023 1026 1032 rVV8 8618 13119 0.10% 0.013%
21  9.287 1032 1037 1042 rVB9 8213 15804 ©0.13% 0.015%
22 9.528 1072 1078 1083 rVB2 46708 77453 0.62% 0.074%
23 9.846 1125 1132 1142 rBV 1074660 1769746 14.15% 1.689%
24 10.075 1167 1171 1176 rVB7 8577 13466 ©0.11% 0.013%
25 10.328 1208 1214 1217 rBV3 24699 39582 ©.32% 0.038%
26 10.387 1217 1224 1242 rVV 1684679 2741653 21.92% 2.617%
27 10.552 1245 1252 1257 rVB8 17750 37842 ©0.30% 0.036%
28 10.769 1279 1289 1295 rBV 1922890 3166249 25.31% 3.023%
29 10.816 1295 1297 1304 rVB 38890 58617 0.47% 0.056%
30 10.910 1304 1313 1329 rBV 901868 1638771 13.10% 1.564%
31 11.240 1365 1369 1373 rVB7 11753 17843 0.14% 0.017%
32 11.299 1373 1379 1387 rBV7 10918 22236 0.18% 0.021%
33 11.558 1414 1423 1429 rBV7 14246 36590 0.29% 0.035%
34 11.775 1455 1460 1466 rVv8 7629 15372 0.12% ©0.015%
35 12.175 1523 1528 1534 rVB 30595 43753 0.35% 0.042%
36 12.352 1553 1558 1564 rVB2 29067 50734 0.41% 0.048%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP@O13172.D

Acqg On : 20 Dec 2022 18:12
Operator : CG/JU

Sample : N6009-03

Misc :

ALS Vvial : 53 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_ P\Methods\SFAM-EPA-BP120722.M
Title : SVOA CALIBRATION
37 12.422 1564 1570 1580 rBV3 20002 38509 0.31% 0.037%
38 12.646 1600 1608 1612 rBV3 12795 20374 0.16% 0.019%
39 12.863 1638 1645 1651 rBV3 13354 28557 0.23% 0.027%
40 13.122 1685 1689 1694 rBvV6 10129 12766 0.10% 0.012%
41 13.410 1732 1738 1746 rVB3 47989 78272 0.63% 0.075%
42 13.487 1746 1751 1754 rBVe6 11579 19387 0.16% 0.019%
43 13.587 1765 1768 1773 rVB4 18379 24747 0.20% 0.024%
44 13.916 1819 1824 1830 rBvVv8 25767 44427 0.36% 0.042%
45 13.999 1830 1838 1846 rBV 2477396 3467306 27.72% 3.310%
46 14.116 1854 1858 1862 rBvV6 9137 12736 0.10% 0.012%
47 14.293 1881 1888 1908 rVV 2877591 4341885 34.71% 4.145%
48 14.481 1916 1920 1926 rVB 29502 46449 0.37% 0.044%
49 14.593 1930 1939 1946 rBV 2456341 3687749 29.48% 3.521%
50 14.657 1946 1950 1957 rVB 50169 82785 0.66% 0.079%
51 14.793 1967 1973 1988 rBV 675594 1151906 9.21% 1.100%
52 14.946 1996 1999 2003 rBV6 21369 31040 0.25% 0.030%
53 14.999 2003 2008 2017 rVB 56621 103479 ©.83% 0.099%
54 15.263 2049 2053 2058 rVB8 9100 14335 ©0.11% 0.014%
55 15.381 2067 2073 2075 rBv6 11815 17866 ©0.14% 0.017%
56 15.434 2079 2082 2086 rVB5 13272 16238 ©0.13% 0.016%
57 15.587 2101 2108 2115 rBV 3592830 5178490 41.40% 4.944%
58 15.646 2115 2118 2123 rVB4 56378 79557 0.64% 0.076%
59 15.704 2123 2128 2137 rBV 817423 1135507 9.08% 1.084%
60 15.834 2147 2150 2157 rVB7 18721 29785 0.24% 0.028%
61 15.957 2165 2171 2178 rVB 255269 374149 2.99% 0.357%
62 16.087 2189 2193 2200 rVB7 15815 35424 0.28% 0.034%
63 16.163 2204 2206 2210 rVB5 10931 13596 0.11% 0.013%
64 16.298 2226 2229 2230 rBV3 14284 15210 ©0.12% ©0.015%
65 16.740 2299 2304 2308 rBV7 24834 40468 0.32% 0.039%
66 17.004 2345 2349 2353 rBV 44354 61183 ©0.49% 0.058%
67 17.098 2362 2365 2369 rVB5 18025 25000 0.20% ©0.024%
68 17.169 2374 2377 2384 rVB 38755 56495 0.45% 0.054%
69 17.234 2384 2388 2393 rBvVS8 16636 31436 0.25% 0.030%
70 17.351 2402 2408 2412 rBV 2787307 3828267 30.61% 3.655%
71 17.392 2412 2415 2420 rVW 705681 985155 7.88%  0.940%
72 17.451 2420 2425 2437 rVB2 3377310 4870896 38.94% 4.650%
73 17.757 2470 2477 2482 rBV 79208 125201 1.00% 0.120%
74 17.840 2488 2491 2493 rBV4 10915 13749 0.11% 0.013%
75 18.163 2543 2546 2550 rBV2 63544 71371 0.57% 0.068%
76 18.222 2551 2556 2560 rBV2 573242 760603 6.08% 0.726%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP@O13172.D

Acqg On : 20 Dec 2022 18:12
Operator : CG/JU

Sample : N6009-03

Misc :

ALS Vvial : 53 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_ P\Methods\SFAM-EPA-BP120722.M
Title : SVOA CALIBRATION

77 18.263 2560 2563 2567 rVB 79395 115087 ©.92% 0.110%
78 18.410 2583 2588 2591 rBV2 51148 88643 0.71% ©.085%
79 18.634 2622 2626 2631 rBV 204568 237302 1.90% 0.227%
80 18.698 2634 2637 2640 rVW2 50604 66596 ©0.53% 0.064%
81 18.739 2641 2644 2649 rVB2 63296 84984 0.68% 0.081%
82 19.357 2739 2749 2755 rBV 1385560 1936668 15.48% 1.849%
83 19.457 2761 2766 2779 rBV 2125130 3140405 25.11% 2.998%
84 19.681 2799 2804 2808 rBV 4507569 6504502 52.00% 6.210%
85 21.128 3046 3050 3054 rBV 1179238 1532385 12.25% 1.463%
86 21.439 3096 3103 3107 rBV2 3411452 5558563 44.44% 5.307%
87 21.475 3107 3109 3114 rVB 645406 800174 6.40% 0.764%
88 23.133 3387 3391 3397 rBV2 826310 2252506 18.01% 2.150%
89 23.757 3491 3497 3504 rBV2 3296940 6449155 51.56% 6.157%
90 23.922 3519 3525 3531 rVB2 2361339 4451418 35.59% 4.250%
91 24.433 3607 3612 3622 rVB5 849073 1839103 14.70% 1.756%

92 24.539 3625 3630 3640 rVB 1070624 2302554 18.41% 2.198%
93 28.510 4296 4305 4325 rVB2 3425406 12507711 100.00% 11.941%

Sum of corrected areas: 104749778
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP@13172.D

Acq On : 20 Dec 2022 18:12
Operator : CG/JU

Sample : N6009-03

Misc

ALS Vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP013172.D\data.ms

4000000

3000000

2000000 10. 387

7_]_} §i481 7.952 8.664 9122
) 9.846
1000000
0333"3 62@7@%34440564 5813, 71569 8,017 787 owoe1528 |110.076 34B550.8161112299.55671
\\\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\‘\\\\‘\\\\‘\\\\\
Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BP013172.D\data.ms
19.681
4000000
15.587 17.451
3000000 14.293 17.351
13.999 | 14.593 19.457
2000000
1000000 15.704

4.793
i 15.957
12 17B522645363.133346B73.9461 1644 1981 5 BHEE183298 16.740.7HM

O e e e e e
Time--> 12.00 1250 13.00 13.50 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: BP013172.D\data.ms
23.757 28.610
21.439
4000000 3.922
3000000
24.539
23.133 24.433
21.12
2000000 81la7s J\
1000000
o L ‘ L ‘ L ‘ T T T ‘ L ‘ T T T ‘ L ‘ L ‘ L ‘ L ‘ T T T ‘ L ‘ T T T 7T ‘ T T T 7T ‘ T T T 7T ‘ T T T 7T ‘ T T T 7T ‘ T T
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 2850 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP@13172.D

Acq On : 20 Dec 2022 18:12
Operator : CG/JU

Sample : N6009-03

Misc

ALS Vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.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 Benzophenone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.957 2.03 ng/ul 374149  Acenaphthene-di0 14.593
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 95
3 Benzophenone 182 C13H1e0 000119-61-9 94
4 Benzophenone 182 C13H100 000119-61-9 91
5 Benzophenone 182 C13H1e0 000119-61-9 90
Abundance Scan 2171 (15.957 min): BP013172.D\data.ms (-2165) (- m/z 104.95 100.00%
105.0
182.1
5000
=
16.00
o 200 Ly 2819 35514169 4920 1 y/; 76,95 67.05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0
182.0
5000 T 7
16.00
m/z 182.05 59.19%
02?0 i ]
\\\‘\‘\\‘\\‘\\\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56927: Benzophenone
105.0
=t
182.0 16.00
5000 ’ m/z 51.00 25.75%
o S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56922: Benzophenone ™
105.0 16.00
m/z 181.05 10.10%
5000 182.0
027‘0‘ 1 L
R B AR ARARREY =
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP@13172.D

Acq On : 20 Dec 2022 18:12

Operator : CG/JU

Sample : N6009-03

Misc

ALS Vial : 53 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M

. SVOA CALIBRATION

: 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 2 n-Hexadecanoic acid Concentration Rank 6

R.T EstConc Area Relative to ISTD R.T.
18.222 3.97 ng/ul 760603 Phenanthrene-d10 17.351
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
4 Tridecanoic acid 214 C13H2602 000638-53-9 90
5 Tetradecanoic acid 228 C14H2802 000544-63-8 86

Abundance Scan 2556 (18.222 min): BP013172.D\data.ms (-2551) (- m/z 73.00 100.00%

73.0
5000
192.1
= —
IS
YA 11 S H_mm‘_3““‘17"f“l“??‘f‘f‘%?”w m/z 43.05 88.58%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 S p——
129.0 18.00 18.50
m/z 60.00 84.87%
0 1‘ ‘MmMmm\}?ﬁb\ l
‘\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143509: n-Hexadecanoic acid

43.0 jt
— :

18.00 18.50
5000 256.0 m/z 41.05  73.38%

129.0 '
o L s
miz—> 0 50 100 150 200 250 300 350 400 450 500

Abundance #143510: n-Hexadecanoic acid T —
60.0 18.00 18.50

m/z 55.05 70.71%

5000 129.0

bidtsi,

\\H\ L ‘

oAb e e = -
miz—> 0 50 100 150 200 250 300 350 400 450 500 18.00 18.50
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Data Path : Z:\
Data File : BP@

Acq On : 20
Operator : CG/
Sample : N60
Misc

ALS vial : 53

Quant Method :
Quant Title

TIC Library

Library Search Compound Report

svoasrv\HPCHEM1\BNA_P\Data\BP121922\
13172.D

Dec 2022 18:12

Ju

09-03

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M

. SVOA CALIBRATION

: 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 3 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.457 11.30 ng/ul 3140410  Chrysene-d12 21.439
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 (C18H3602 000057-11-4 99
3 Octadecanoic acid 284 (C18H3602 000057-11-4 99
4 Octadecanoic acid 284 (C18H3602 000057-11-4 98
5 Octadecanoic acid 284 C18H3602 000057-11-4 94
Abundance Scan 2766 (19.457 min): BP013172.D\data.ms (-2761) (- m/z 43.10 100.00%
43.1
5000 129.1 *L
241 2 I
.
Ol AL M\mw‘ukum L3011 3728 4749 549 . 73 00 96.10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 -
185.0 19.50
" m/z 60.00 85.36%
OIY’ ’h\”\lh\T“l\\H\“\HL!H\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
=
19.50
5000 m/z 57.10 80.25%
‘ ‘ 1850  284.0
o ol 1
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid =
43.0 19.50
m/z 55.10 74.26%
5000 129.0
284.0
R T — .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP@13172.D

Acq On : 20 Dec 2022 18:12
Operator : CG/JU

Sample : N6009-03

Misc

ALS Vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.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 4 (DEL) Alkane: Cyclic21.128 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.128 5.51 ng/ul 1532390  Chrysene-d12 21.439
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexadecane 224 C1éH32 000295-65-8 94
2 1-Tricosene 322 C23H46 018835-32-0 93
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93
4 Heptacos-1-ene 378 C27H54 015306-27-1 91
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
Abundance Scan 3050 (21.128 min): BP013172.D\data.ms (-3046) (- m/z 57.05 100.00%
57.0
- JA
228.1
1 == —
J hs — 21.00 21.50
ol LS00l 47615498  m/z 43.e5 92.05%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #104594: Cyclohexadecane
55.0
5000 T ——
21.00 21.50
m/z 55.10 80.47%
5.0
i Hh 2240
O \H\‘HH‘H“#’h\‘\”l‘Hl\\‘HH’\\H‘\H\‘HH’HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #227233: 1-Tricosene
57.0
— —
21.00 21.50
5000 m/z 83.10 76.53%
%5.0
322.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester T T
57.0 21.00 21.50
m/z 97.05 67.13%
5000
5.0 252.0
ol L 220 3690 648,
i A e e = —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP@13172.D

Acq On : 20 Dec 2022 18:12
Operator : CG/JU

Sample : N6009-03

Misc

ALS Vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.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 5 wunknown-01 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24.433 8.26 ng/ul 1839100  Perylene-di12 23.922
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Methyl 1-pyreneethanoate 274 C19H1402 073654-19-0 43
2 N-[2-(1H-Indol-3-yl)ethyl]propan... 288 C16H24N20Si 1000493-19-0 41
3 4-Methoxy-1-naphthyl thiocyanate 215 C12H9NOS 066231-77-4 15
4 6H-Benzo[d]pyrimido[5,4-b]thiopy... 215 C11H9N3S 1010267-44-6 15
5 .alpha.-Benzoylthioacetic acid a... 255 C15H13NOS 013196-40-2 11

Abundance Scan 3612 (24.433 min): BP013172.D\data.ms (-3607) (- m/z 215.20 100.00%

69.1 215.2
5000 133.0 ’

0 503.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #166311: Methyl 1-pyreneethanoate
215.0

5000 274.0 ‘24ﬁ50‘

m/z 255.20  79.23%

ol200 1070 | |

‘\\1\’\\\\‘\\\\‘\\\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #183867: N-[2-(1H-Indol-3-yl)ethyl]propanamide, TMS de
73.0 215.0

5000 m/z 227.20  67.15%

143.0 288.0
\L*sf?*JvL‘*H\'*“‘*\*‘h\‘*‘*‘*‘*“”*wH*LwHw”w”w”wmw
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #93181: 4-Meth

xy-1-naphthyl thiocyanate —

o

215.0 24.50
m/z 55.10 65.28%
5000
145.
63|0 HHI i
) e Y T — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP@13172.D

Acq On : 20 Dec 2022 18:12
Operator : CG/JU

Sample : N6009-03

Misc

ALS Vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24.539  10.35 ng/ul 2302550  Perylene-di12 23.922
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Methylheptacosane 394 C28H58 001561-00-8 95
2 Docosane, 11-butyl- 366 C26H54 013475-76-8 93
3 Hexacosane 366 C26H54 000630-01-3 93
4 Docosane, 9-butyl- 366 C26H54 055282-14-9 93
5 Docosane, 7-hexyl- 394 (C28H58 055373-86-9 93
Abundance Scan 3630 (24.539 min): BP013172.D\data.ms (-3625) (- m/z 57.10 100.00%
57.1
- JL
24.50 |
127.2 :
266 1
ok ‘ Al ““ [17, 1972 25023232 387.2 4619 849 ./, 7119  69.25%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298432: 2-Methylheptacosane
57.0
5000 ——— :
24.50
351.0 ITI/Z 43.10 63.63%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275544: Docosane, 11-butyl-
57.0
L \
24.50
5000 m/z 85.10 50.50%
127.0
oL LULLETS 2100 30ses0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane T~
57.0 24.50
m/z 55.10  23.21%
B J\'\/\/\L
ol ‘ | | ['270 1970 267.0  367.0
“w“u"H"H“_“w“u“u“u“_“w“H“H“‘ e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP@13172.D

Acq On : 20 Dec 2022 18:12
Operator : CG/JU

Sample : N6009-03

Misc

ALS Vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.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 7 unknown-02 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
28.510  56.20 ng/ul 12507700  Perylene-d12 23.922
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Ethyl-2,8-dimethyl-4-quinolino... 273 C16H23NOSi 1000474-26-4 45
2 11-0x0-.alpha.-amyrin 440 (C30H4802 002118-90-3 44
3 Pregnan-18-o0l, (5.alpha.)- 304 C21H360 056053-09-9 27
4 2-(1H-Indol-3-ylmethylene)-1H-in... 273 C18H11NO2 031060-64-7 25
5 8-Trifluoromethylcinchoninic acid 241 C11H6F3NO2 031009-01-5 25

Abundance Scan 4305 (28.510 min): BP013172.D\data.ms (-4296) (- m/z 241.20 100.00%

241.2
95.1
425.4
5000
63.1

3 .JH\..M MH \H\ I ‘Jx 28.50

11.2 .
0 ‘_"‘_‘HMfum?’F‘?mm | 4891547 n/7 273.15  85.30%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #164912: 3-Ethyl-2,8-dimethyl-4-quinolinol, TMS derivatiy
273.0
5000 73.0
28.50

m/z 95.10  66.74%
TT T T T[T T T T[T T[T [TTTTT

200.0
O TT VJ“\\I\ \“ \F\Tﬂ}‘“(\)l\ \ \I‘\ \l\l\l \“‘\l\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #322306: 11-Oxo-.alpha.-amyrin
273.0

2850
5000 ITI/Z 425.40 58.36%
135.0
440.0
3.0 ]l
0 ‘”ﬁ%MMMMJMu%WR‘W‘hkp“?7%9_‘w‘u‘w‘u‘_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #204958: Pregnan-18-ol, (5.alpha.)- . ‘/4
67.0 273.0 28.50

m/z 55.10  53.83%

il JL

m\HJ L
T uu‘uu‘uu‘uu“u\‘u\\‘uu‘uu‘uu‘uu‘\

m/z--> 50 100 150 200 250 300 350 400 450 500 550 2&50

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP@13172.D

Acqg On : 20 Dec 2022 18:12
Operator : CG/JU

Sample : N6009-03

Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.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|
Benzophenone 15.957 2.0 ng/ul 374149 3 14.593 3687750 20.0
n-Hexadecanoic ... 18.222 4.0 ng/ul 760603 4 17.351 3828270 20.0
Octadecanoic acid  19.457 11.3 ng/ul 3140410 5 21.439 5558560 20.0
(DEL) Alkane: C... 21.128 5.5 ng/ul 1532390 5 21.439 5558560 20.0
unknown-01 24.433 8.3 ng/ul 1839100 6 23.922 4451420 20.0
(DEL) Alkane: S... 24.539 10.4 ng/ul 2302550 6 23.922 4451420 20.0
unknown-02 28.510 56.2 ng/ul 12507700 6 23.922 4451420 20.0
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