LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP015840.D

Acqg On : 30 Jun 2023 12:50
Operator : MA/JU

Sample : 03161-07

Misc :

ALS vial : 7 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-BP062623.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@15840.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.381 30 33 40 rVB 37975 53602 ©0.51% 0.052%
2 3.834 108 110 123 rBV 210715 369233 3.50% 0.358%
3 4.046 142 146 154 rVB 41810 63527 0.60% 0.062%
4 4.146 161 163 169 rVB 21110 26223 0.25% 0.025%
5 4.540 227 230 235 rVB6 8645 11795 0.11% 0.011%
6 6.699 594 597 602 rVB6 7636 10895 0.10% 0.011%
7 7.240 682 689 707 rBvV2 164857 580182 5.51% 0.563%
8 7.381 707 713 738 rVB 323040 660718 6.27% 0.641%
9 7.587 742 748 767 rBV 320979 667087 6.33% 0.647%
106 8.052 820 827 846 rBV 782526 1631556 15.49%  1.583%
11 8.622 918 924 928 rBvVS8 7988 14937 0.14% 0.014%
12 8.810 950 956 973 rBV 94863 356138 3.38% 0.346%
13 9.257 1024 1032 1052 rBvV 255200 691612 6.56% 0.671%
14 9.587 1083 1088 1093 rVB6 6518 12072 0.11% 0.012%
15 9.987 1148 1156 1176 rBvV2 143591 541813 5.14% 0.526%

16 10.581 1249 1257 1282 rBV3 136869 604954

5 Q.
17 10.887 1301 1309 1331 rBV 902116 2187438 20.76%  2.122%
18 11.110 1339 1347 1362 rBV3 45866 188294 1.79% ©.183%
19 11.269 1369 1374 1380 rVB5 9471 18406 0.17% 0.018%
20 11.357 1385 1389 1395 rVBS 5519 10787 ©.10% ©0.010%
21 11.887 1472 1479 1483 rBVie 7614 13954 0.13% 0.014%
22 12.593 1592 1599 1602 rBV9 6714 13104 0.12% 0.013%
23 13.216 1702 1705 1709 rBV6 7450 12328 0.12% 0.012%
24 13.510 1749 1755 1761 rVV5 9538 16092 ©0.15% 0.016%
25 13.581 1761 1767 1776 rVB7 20581 47021 0.45%  0.046%
26 13.687 1779 1785 1794 rVWV 32471 52080 0.49% 0.051%
27 14.016 1835 1841 1848 rBV6 31962 70435 0.67% ©.068%
28 14.122 1850 1859 1871 rVW 620470 1186156 11.26%  1.151%
29 14.204 1871 1873 1881 rVB8 13678 25393 0.24%  0.025%
30 14.404 1900 1907 1924 rBV 888143 1717456 16.30% 1.666%
31 14.522 1924 1927 1931 rW5 19965 31556 ©.30% ©0.031%
32 14.575 1933 1936 1943 rVB7 15189 29494 0.28% 0.029%
33 14.640 1945 1947 1951 rVB5 9183 11184 0.11% 0.011%
34 14.704 1952 1958 1974 rBV 1600287 2630181 24.97%  2.552%
35 14.934 1992 1997 2002 rBv4 22954 39011 0.37% ©.038%

36 15.022 2006 2012 2025 rBV7 52100 238375 2.26% ©0.231%

SFAM-EPA-BP062623.MA.M Sat Jul 01 22:19:06 2023 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP015840.D

Acqg On : 30 Jun 2023 12:50
Operator : MA/JU

Sample : 03161-07

Misc :

ALS vial : 7 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-BP062623.MA.M
Title : SVOA CALIBRATION
37 15.122 2025 2029 2036 rVB5 25731 57260 ©0.54% 0.056%
38 15.528 2095 2098 2103 rvB4 17505 25720 0.24% 0.025%
39 15.604 2103 2111 2115 rBvVS8 31112 56401 0.54% 0.055%
40 15.710 2120 2129 2150 rBV 958872 1907950 18.11% 1.851%
41 15.887 2153 2159 2171 rBV2 110009 320551 3.04% 0.311%
42 16.075 2185 2191 2199 rBV 244072 420471 3.99% 0.408%
43 16.263 2218 2223 2228 rVB5 33866 52410 0.50% 0.051%
44 16.392 2240 2245 2246 rBV3 21466 31408 0.30% 0.030%
45 16.557 2269 2273 2279 rBV6 21609 37759 0.36% 0.037%
46 16.610 2279 2282 2283 rBV2 14621 16626 0.16% 0.016%
47 16.845 2318 2322 2332 rVB4 31406 55343 ©.53% 0.054%
48 16.992 2345 2347 2350 rBv4 9503 11590 0.11% 0.011%
49 17.181 2377 2379 2386 rVB4 21603 32410 0.31% 0.031%
50 17.286 2395 2397 2401 rVB2 17775 20863 0.20% 0.020%
51 17.339 2402 2406 2414 rBV5 29636 50398 0.48% 0.049%
52 17.469 2421 2428 2432 rBvV 1818720 2897474 27.50% 2.811%
53 17.510 2432 2435 2440 rVV2 401965 713267 6.77% 0.692%
54 17.569 2440 2445 2467 rVB2 983310 1952527 18.53% 1.894%
55 18.098 2532 2535 2539 rVB3 47415 56203 ©0.53% 0.055%
56 18.204 2550 2553 2558 rVB4 45205 57933 ©.55% 0.056%
57 18.263 2558 2563 2568 rBV 1117604 1456465 13.83% 1.413%
58 18.322 2568 2573 2581 rVV 3207974 4017617 38.14%  3.898%
59 18.522 2603 2607 2611 rBvV3 68077 123236 1.17% 0.120%
60 19.198 2718 2722 2727 rBV2 74702 144085 1.37% 0.140%
61 19.304 2737 2740 2744 rVB2 62932 71559 0.68% 0.069%
62 19.404 2754 2757 2759 rBV 246109 289615 2.75% 0.281%
63 19.428 2759 2761 2763 rW 394965 475237 4.51% 0.461%
64 19.469 2763 2768 2776 rVB 1073372 1927798 18.30% 1.870%
65 19.545 2776 2781 2790 rBV 975138 1416205 13.44% 1.374%
66 19.792 2818 2823 2826 rBV 1694127 2464206 23.39% 2.391%
67 19.822 2826 2828 2836 rVB 867856 1042671 9.90% 1.012%
68 20.269 2901 2904 2908 rBV 202933 231009 2.19% 0.224%
69 20.592 2955 2959 2964 rBV3 297091 538951 5.12% 0.523%
70 21.227 3060 3067 3072 rBv4 778827 1486847 14.11% 1.442%
71 21.416 3096 3099 3105 rVB2 238119 278928 2.65% 0.271%
72 21.551 3113 3122 3127 rBV3 2474915 4957508 47.06% 4.810%
73 22.133 3217 3221 3225 rBV 619646 795511 7.55% 0.772%
74 22.921 3351 3355 3360 rVB 707783 998883  9.48% 0.969%
75 23.233 3403 3408 3415 rVB 2045698 3454190 32.79%  3.351%
76 23.321 3417 3423 3441 rVB2 1949266 5145623 48.84% 4.992%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP015840.D

Acqg On : 30 Jun 2023 12:50
Operator : MA/JU

Sample : 03161-07

Misc

ALS vial : 7 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-BP062623.MA.M
Title : SVOA CALIBRATION

77 24.098 3549 3555 3563 rBV 1495631 3156166 29.96% 3.062%
78 24.280 3581 3586 3594 rVB 1370874 2580677 24.50% 2.504%
79 24.674 3646 3653 3663 rVB 3288364 7065824 67.07% 6.855%
80 24.821 3671 3678 3690 rBV2 1282619 3704746 35.17% 3.594%
81 26.127 3892 3900 3912 rVB 2100504 5682842 53.94% 5.513%
82 26.639 3979 3987 3995 rBV 1496188 4526208 42.96% 4.391%
83 26.974 4040 4044 4062 rVB4 1168602 3966217 37.65%  3.848%
84 27.186 4074 4080 4087 rVB 886616 2287139 21.71% @ 2.219%
85 27.280 4089 4096 4108 rVB2 1537688 4645003 44.09% 4.506%

86 27.739 4164 4174 4193 rVB8 2043846 10534866 100.00% 10.221%

Sum of corrected areas: 103075485
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP015840.D

Acqg On : 30 Jun 2023 12:50
Operator : MA/JU

Sample : 03161-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP015840.D\data.ms
4000000
3500000
3000000
2500000
2000000
1500000
1000000 8.052 10.887

500000 7.381587 9.257

3.834
3381 1 4.94616 4.540 6.600 o | 8.685810 o.587 0987 10581 41 9194g7

0\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BP015840.D\data.ms

4000000
3500000 18.322
3000000
2500000
2000000 17.469
1500000

1000000 14.404

500000

887  12.503  13.21833EBI4.0AQ 00l D9/ P 618G BB \ O

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 1650 17.00 1750 18.00 1850 19.00 19.50 20.00

Abundance TIC: BP015840.D\data.ms
24.674

4000000

3500000 21551
26.127 27.739
23233

3000000 94,008 26,639 27.80
04.280 24.821

2500000 26.974186
2000000 22133 22,921

21.227
1500000 Ly l l

21.414
A

D 1 4
1000000154, i

—

500000

0\ L ‘ T T ’ L ‘ T T ’ T T ‘ L ‘ T T ’ L ‘ T T ‘ T T ‘ L ‘ T T ‘ L ‘ T T ‘ T T ‘ L ‘ T 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 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP015840.D

Acqg On : 30 Jun 2023 12:50
Operator : MA/JU

Sample : 03161-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Benzophenone Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.075 3.20 ng/ul 420471  Acenaphthene-d10 14.704
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 96
3 Benzophenone 182 C13H100 000119-61-9 95
4 Benzophenone 182 C13H1e0 000119-61-9 91
5 Azobenzene 182 C12H1ON2 000103-33-3 59

Abundance Scan 2191 (16.075 min): BP015840.D\data.ms (-2185) (- m/z 105.00 100.00%

105.0
5000 182.1
N \
39 16.00
0Pl 2520 3421 4149 | 5237 4/, 76,95  67.42%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0
182.0
5000 R ‘
16.00
m/z 182.05  48.89%
27.0
O\\‘\‘\‘\\”\\‘\\\\[“\\fl\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56922: Benzophenone
105.0
T \
16.00
5000 182.0 ITI/Z 51.00 27.26%
27.0
e S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56927: Benzophenone — ‘
105.0 16.00
m/z 181.00 10.46%
182.0
5000
T -
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\BP063023\

Library Search Compound Report

Data File : BP@15840.D

Acqg On : 30 Jun 2023 12:50
Operator : MA/JU

Sample : 03161-07

Misc

ALS Vvial : 7

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Palmitoleic acid Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
18.263 10.05 ng/ul 1456470  Phenanthrene-d10 17.469
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Palmitoleic acid 254 C16H3002 000373-49-9 91
2 cis-10-Nonadecenoic acid 296 C19H3602 073033-09-7 91
3 cis-Vaccenic acid 282 C18H3402 000506-17-2 91
4 cis-7-Hexadecenoic acid 254 C16H3002 002416-19-5 91
5 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 91

Abundance Scan 2563 (18.263 min): BP015840.D\data.ms (-2558) (-  m/z 55.00 100.00%

55.0
5000
P T
‘ ’ 236.2 18.00 18.50
ol AL “m“wJHn_Hu‘“29"‘"9‘355:9“‘“4?‘2;‘3‘???;7_ m/z 41.00  54.94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #140796: Palmitoleic acid
53.0
5000 —— ——
18.00 18.50
m/z 69.00 53.13%
‘} 236.0
O‘\\ll“’l‘l\“ \H\Jh\h\“‘\\\“‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194397: cis-10-Nonadecenoic acid
55.0
R —
18.00 18.50
5000 m/z 83.00  33.42%
278.0
ke v 7
ol “w wmuu"Hn_m_‘H_ww_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176209: cis-Vaccenic acid —= =
55.0 18.00 18.50
m/z 97.00 26.90%
5000 NHR/AAAAK»AM\W
264.0
owu“m‘“m“'“"qll —— _—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

SFAM-EPA-BP062623.MA.M Sat Jul 01 22:19:08 2023 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP015840.D

Acqg On : 30 Jun 2023 12:50
Operator : MA/JU

Sample : 03161-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.322  27.73 ng/ul 4017620  Phenanthrene-di10 17.469
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
5 Tetradecanoic acid 228 C14H2802 000544-63-8 95

Abundance Scan 2573 (18.322 min): BP015840.D\data.ms (-2568) (-  m/z 73.00 100.00%

73.0
5000
2132 — ——
m } 18.00 18.50
oy H‘M_Hwu?3‘1‘9?4‘3“1‘491‘9““67‘7‘“5““?‘ m/z 43.00 87.31%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid
43.0
5000 256.0 T T
129.0 18.00 18.50
m/z 60.00 84.25%
O‘\\‘\‘H“ Jm\"#“‘““\}?ﬂ’“bl!L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
43.
0 256.0
— T
18.00 18.50
5000 m/z 41.00 67.44%
129.0
o bbb 1208,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid — =
60.0 18.00 18.50
m/z 57.00 67.20%
5000 129.0
“ 213.0
Ol mwwHm,mw‘w‘HWWWWWW — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP015840.D

Acqg On : 30 Jun 2023 12:50
Operator : MA/JU

Sample : 03161-07

Misc

ALS Vvial : 7

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Octadecanoic acid Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
19.545 5.71 ng/ul 1416210  Chrysene-d12 21.551
Hit# of 5 Tentative ID MW MolForm CASH# 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 95
5 Octadecanoic acid 284 C18H3602 000057-11-4 94

Abundance Scan 2781 (19.545 min): BP015840.D\data.ms (-2776) (- m/z 73.00 100.00%

5000 L
2412 T T
‘ h‘ 171 19.50
ol il ““Mu R m 1013748 4610 5313 n/; 43.00  95.33%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 U w
185.0 19.50
" m/z 60.00 82.18%
()l ’h”\”\“\“‘\\\\\‘\l\‘\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
T T [
19.50
5000 129.0 m/z 57.60  78.15%
284.0
o i e
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid —— ‘
73.0 19.50
m/z 55.00 71.16%
5000
H 185.0  284.0
o_w"k‘p ‘JMJK«HMN“‘w‘HM‘H_Wwwww ——
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\BP063023\
Data File : BP015840.D

Acqg On : 30 Jun 2023 12:50
Operator : MA/JU

Sample : 03161-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Pyrene, 1-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
20.592 2.17 ng/ul 538951 Chrysene-d12 21.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 51
2 Octadecanoic acid 284 C18H3602 000057-11-4 49
3 Pyrene, 1-methyl- 216 C17H12 002381-21-7 38
4 Tetradecanoic acid 228 C14H2802 000544-63-8 38
5 Tetradecanoic acid 228 C14H2802 000544-63-8 38

Abundance Scan 2959 (20.592 min): BP015840.D\data.ms (-2955) (-  m/z 43.00 100.00%

216.1
5000
129.0
U \
‘ ” 3123 20.50
0"“H“LJ&MM“‘““H‘“““\‘\m““‘lc“‘Jm““ﬁ]TG‘"]TﬁZT"??%E""JT m/z 73.00  92.25%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #94566: Pyrene, 1-methyl-
216.0
5000 —— |
20.50
94.0 m/z 57.00 74.87%
02\7\-(\)[\\\\“H\\]\.\5‘1-\‘\0\J\“\i\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #179089: Octadecanoic acid
73.0
U \
20.50
5000 ITI/Z 216.10 73.16%
H 1850  284.0
om"U‘ u"‘-'\\w\*\m‘Mum"uM"“u"‘H_ww_ww_
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #94569: Pyrene, 1-methyl- —T
216.0 20.50
m/z 55.00 68.23%
108.0
T —
m/z--> 50 100 150 200 250 300 350 400 450 500 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP015840.D

Acqg On : 30 Jun 2023 12:50
Operator : MA/JU

Sample : 03161-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 (DEL) Alkane: Cyclic21.227 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
21.227 6.00 ng/ul 1486850  Chrysene-d12 21.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 94
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 Pentacos-1-ene 350 C25H50 016980-85-1 94
4 1-Octadecanol 270 C18H380 000112-92-5 93
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 91

Abundance Scan 3067 (21.227 min): BP015840.D\data.ms (-3060) (- m/z 57.00 100.00%

57.0
5000
228.1
1p5.1 — —
}\‘ ‘ 3410 21.00 21.50
oA M 331.0402.9 46855343 4/; 83.00  99.08%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104594: Cyclohexadecane
55.0
5000 7 ——
21.00 21.50
50 m/z 55.00 98.70%
| r " 224.0
O‘\\\L"\\ \“J\\\\‘!‘h\\\\1‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232316: Behenic alcoho
83.0
—— —
21.00 21.50
5000 m/z 69.00 93.07%
ol ILLLLIP 22202800
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #259982: Pentacos-1-ene T —
55.0 21.00 21.50
m/z 43.00 92.39%
5000
1P25.0
350.0
o ML ssso 2ss0_> S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

SFAM-EPA-BP062623.MA.M Sat Jul 01 22:19:09 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP015840.D

Acqg On : 30 Jun 2023 12:50
Operator : MA/JU

Sample : 03161-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
22.133 3.21 ng/ul 795511  Chrysene-di12 21.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 98
2 Tetracosane 338 C24H50 000646-31-1 93
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
4 Pentacosane 352 C25H52 000629-99-2 91
5 Hexacosane 366 C26H54 000630-01-3 87

Abundance Scan 3221 (22.133 min): BP015840.D\data.ms (-3217) (- m/z 57.05 100.00%
57.0

2000 MJ\/\\/\M
—— —
‘ 127155, 242 _ 2200 2250
bt u\‘ L ‘4?4“2 A 2202 42914908549 n/z 71.00  70.15%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #287977: Heptacosane
57.0
5000 — ——
22.00 22.50
m/z 43.00 63.50%
b \ | 1270 197.0 267.0 380.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246480: Tetracosane
57.0
—— —
22.00 22.50
5000 m/z 85.05 48.89%
127.0
RE TN L
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl- T T
57.0 22.00 22.50
m/z 41.00 23.81%
b NLJVNJ\M
1 239 0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50

SFAM-EPA-BP062623.MA.M Sat Jul 01 22:19:10 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP015840.D

Acqg On : 30 Jun 2023 12:50
Operator : MA/JU

Sample : 03161-07

Misc

ALS Vvial : 7

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M
: SVOA CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8

Oxirane, hexadecyl-

Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
'22.922  6.33 ng/ul 998883 Perylene-diz 24.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 Cl8H360 007390-81-0 94

2 Hexacosanal
3 Octadecanal

380 C26H520
268 C18H360

4 Oxirane, heptadecyl- 282 C19H380
5 Dotriacontanal 464 C32H640

Abundance Scan 3355 (22.921 min): BP015840.D\data.ms (-3351) (-
57.0

026627-85-0 94
000638-66-4 91
067860-04-2 91
057878-00-9 91

m/z 57.00 100.00%

- J‘AJ\/\
4l 23.00
207.0 281.1 :
ok ung_"m‘uW"wm?’?‘zﬁﬁzﬁ?w‘?ﬁﬂ m/z 43.00  93.85%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158579: Oxirane, hexadecyl-
82.0
5000 T
23.00
m/z 82.00 86.46%
O\\‘\H[‘Tl\”‘“JP\‘\‘“\‘\{\‘l\l!lz\??\?\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #287971: Hexacosana
57.0
——
23.00
5000 m/z 55.00 68.17%
0 362.0
o‘x%ﬂwzwook,,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158569: Octadecanal T
43.0 23.00
m/z 83.00 56.03%
5000
109.0
111
O‘Jﬂ“ﬂugu‘mwuﬁw‘NH}‘H"H‘w“u“u“u“w“w‘ —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00

SFAM-EPA-BP062623.MA.M Sat Jul 01 22:19:10 2023

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP015840.D

Acqg On : 30 Jun 2023 12:50
Operator : MA/JU

Sample : 03161-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.233  21.89 ng/ul 3454190  Perylene-di12 24.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Eicosane, 9-octyl- 394 C28H58 013475-77-9 91
3 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
4 Hexatriacontane 507 C36H74 000630-06-8 91
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91

Abundance Scan 3408 (23.233 min): BP015840.D\data.ms (-3403) (- m/z 57.05 100.00%
57.0

P .
‘ | 127 1930253, 23.00 23.50
oHu_u‘\_wwm 050553233 40304608 5369  p/z 71.10  69.90%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane
57.0
5000 S —
23.00 23.50
m/z 43.10 63.11%
ol LT 107.0 2670 3670
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298428: Eicosane, 9-octyl-
43.0
P e
23.00 23.50
5000 ITI/Z 85.05 49,90%
281.0
Mlﬂs.o ~ |
Obdhd by 830 1 | 8880
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #345481: Dotriacontane, 1-iodo- — —
57.0 23.00 23.50
m/z 55.00 23.12%
0 A }M | 197:0 267.0 337.0 _ 449.0
H‘_“w"H"H"H"_“W“H“H“H“_“W“H“ —r —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50

SFAM-EPA-BP062623.MA.M Sat Jul 01 22:19:11 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP015840.D

Acqg On : 30 Jun 2023 12:50
Operator : MA/JU

Sample : 03161-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Hexacosanal Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

24.280 16.35 ng/ul 2580680  Perylene-d12 24.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosanal 380 C26H520 026627-85-0 94
2 Oxirane, heptadecyl- 282 C19H380 067860-04-2 93
3 Hexadecanal 240 C16H320 000629-80-1 93
4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
5 Octacosanal 408 C28H560 022725-64-0 91

Abundance Scan 3586 (24.280 min): BP015840.D\data.ms (-3581) (-  m/z 57.05 100.00%
57.0

- J
= —
‘ ﬁ31 102 2810 390.4 24.00 24.50
ol AMLELLy 1920 2810 39044532 5369 ./, g3 00 82.60%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #287971: Hexacosanal
57.0
5000 T —
24.00 24.50
m/z 43.05 80.84%
‘f40 362.0
Oul “\\\\\I‘\l\hl\'l\“%\8%.‘0\\2\\5‘0\.\0\\‘\\\‘\‘\l\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176357: Oxirane, heptadecyl-
82.0
— —
24.00 24.50
5000 m/z 55.00 60.93%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #123917: Hexadecanal T —
82.0 24.00 24.50
m/z 83.00 55.25%
196.0
OJ‘ 500 ———
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.00 24.50

SFAM-EPA-BP062623.MA.M Sat Jul 01 22:19:11 2023 Page: 14



Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP063023\

Data File : BP@15840.D

Acqg On : 30 Jun 2023 12:50
Operator : MA/JU

Sample : 03161-07

Misc

ALS Vvial : 7

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 Dotriacontane, 1-iodo- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
24.674 44.77 ng/ul 7065820  Perylene-d12 24.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 3653 (24.674 min): BP015840.D\data.ms (-3646) (-  m/z 57.05 100.00%
57.0

5000

%

|| 271 1972 266.1 2450 2500
ol ALIEI 2072 2660 51441514751 849, ) T30 05 71,18

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #345481: Dotriacontane, 1-iodo-
57.0
5000 = —
24.50 25.00
m/z 43.05 60.87%
ol il |71 01970 2670 5370 asn0

‘\\\\’\\H‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\H\‘\H\‘\

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

%

Abundance #194590: Heneicosane
57.0
24.50 25.00
5000 m/z 85.10 51.68%
0 \‘ ‘ I J‘1F7ﬂ I ‘197 0 296.0
A A e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #298427: Octacosane = =
57.0 24.50 25.00
m/z 55.00  23.26%
B J\J/L\
ol L. | 2270 197.0 2810  394.0
“H‘,‘H“H“_“‘_"W"H“H“‘H“H“_“‘_“W‘ —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00

SFAM-EPA-BP062623.MA.M Sat Jul 01 22:19:11 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP015840.D

Acqg On : 30 Jun 2023 12:50
Operator : MA/JU

Sample : 03161-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 1-Heneicosanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
24.821  23.48 ng/ul 3704750  Perylene-di12 24.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Cyclopentadecane 210 C15H30 000295-48-7 94
3 1-Heptacosanol 396 C27H560 002004-39-9 94
4 Pentacos-1-ene 350 C25H50 016980-85-1 94
5 Heptacos-1-ene 378 C27H54 015306-27-1 94
Abundance Scan 3678 (24.821 min): BP015840.D\data.ms (-3671) (- m/z 57.00 100.00%
1.0
5.1 = —
‘ ‘ 210.0 24.50 25.00
owuw iy, 22002711 356.1415.0 4918 n/z 83.00  85.31%
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosano
55.0
5000 — e
24.50 25.00
5.0 m/z 43.00 82.55%
0 J‘\ | l I .1960 266.0
‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #87654: Cyclopentadecane
55.0
— —
24.50 25.00
5000 m/z 55.00 80.02%
H ’ F5° 210.0
0“A Juu"Hkﬂ_“w‘“w“H,‘H“‘H“H“_“‘_“w‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #299848: 1-Heptacosanol — T
57.0 24.50 25.00
m/z 97.05 77.92%
5000
125.0
o{|\11|‘\195°2640‘378° S —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00

SFAM-EPA-BP062623.MA.M Sat Jul 01 22:19:12 2023 Page: 16



Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP@15840.D

Acqg On : 30 Jun 2023 12:50

Operator : MA/JU

Sample : 03161-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Library Search Compound Report

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 Hexadecanal Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
26.127 36.01 ng/ul 5682840  Perylene-d12 24.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanal 240 C16H320 000629-80-1 93
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
4 Hexacosanal 380 C26H520 026627-85-0 90
5 Octadecanal 268 C18H360 000638-66-4 87

Abundance Scan 3900 (26.127 min): BP015840.D\data.ms (-3892) (-  m/z 57.00 100.00%
57.0

N

5000
Yf&l 418.4 26.00 26.50
ol bk b Ly, 2362 3204 41844774 849. .., 43 05 81.33%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123917: Hexadecana
82.0
5000 — ——
26.00 26.50
m/z 82.00 79.52%

h‘ 196.0
110
T ‘ L ‘ TTT \ ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158580: Oxirane, hexadecyl-

o
© =
N L
o

26.00 26.50
5000 m/z 55.00 57.96%

“ ‘Fﬁn Niww l. 269.0

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

o
>
o

.

Abundance #158578: Oxirane, hexadecyl-
82.0 26.00 26.50
m/z 83.05 56.51%
5000 N/\WA‘/\/\\\NA/
0L5$\ | “p§2021002680
T ‘“H‘H‘w“u‘H‘W‘H“H‘W‘H“H‘w‘u‘_ — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 26.00 26.50

SFAM-EPA-BP062623.MA.M Sat Jul 01 22:19:12 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP015840.D

Acqg On : 30 Jun 2023 12:50
Operator : MA/JU

Sample : 03161-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

26.639  28.68 ng/ul 4526210  Perylene-di2 24.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 95
2 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
3 2-Methylheptacosane 394 C28H58 001561-00-8 94
4 2-Methylpentacosane 366 C26H54 000629-87-8 94
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93

Abundance Scan 3987 (26.639 min): BP015840.D\data.ms (-3979) (-~ m/z 57.05 100.00%
57.0

— —
4 26.50 27.00
o‘m_w‘\‘f'tmﬁ??z"2_7‘1”1‘??7‘3”H_f‘f‘ﬁ'?w?ﬁ‘?:‘ m/z 71.00 72.05%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #287977: Heptacosane
57.0
5000 — I
26.50 27.00
m/z 43.00 59.79%
o L) 2270 1970 2670 380.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194597: Pentadecane, 8-hexyl-
43.0
— —
26.50 27.00
5000 m/z 85.10  51.80%
196.
‘ 33.0 QTO
L B A
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298432: 2-Methylheptacosane = —
57.0 26.50 27.00
m/z 55.00 23.53%
5000
’ 351.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 26.50 27.00

SFAM-EPA-BP062623.MA.M Sat Jul 01 22:19:13 2023 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP015840.D

Acqg On : 30 Jun 2023 12:50
Operator : MA/JU

Sample : 03161-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 Stigmasterol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
26.974  25.13 ng/ul 3966220  Perylene-d12 24.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Stigmasterol 412 C29H480 000083-48-7 96
2 Cholesta-6,22,24-triene, 4,4-dim... 394 C29H46 1000128-66-9 95
3 Stigmasterol 412 C29H480 000083-48-7 89
4 Stigmasterol 412 C29H480 000083-48-7 89
5 Stigmasterol 412 C29H480 000083-48-7 83

Abundance Scan 4044 (26.974 min): BP015840.D\data.ms (-4040) (-  m/z 55.00 100.00%

55.0
5000
159.1 2552
e
Wl 2
- il AUk wwm\m_‘m ABI3BAT sz 43.05  66.44%
miz—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #309443: Stigmasterol
55.0
5000 133.0 T
27.00
\l } m/z 81.00 63.82%
0k “m”"‘ M

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #298441: Cholesta-6,22,24-triene, 4,4-dimethyl-

"

53.0
27.00
5000 m/z 83.05 59.70%
‘ 145.0 255.0 394.0
(O ‘H “H”‘MM e ‘J‘ R RARAsaEa “H R RARRRREeREEEE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #309444: Stigmasterol T
53.0 27.00
m/z 59.00 49.65%
5000
1.0 412.0
119 o
0“H‘JMM‘ ﬂdeMWMMWvJ&Jqu‘uﬂ‘xu“u“H“‘H“_ ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 27.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP015840.D

Acqg On : 30 Jun 2023 12:50
Operator : MA/JU

Sample : 03161-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 16 .beta.-Amyrin, TMS derivative Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
27.186 14.49 ng/ul 2287140  Perylene-d12 24.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Amyrin, TMS derivative 498 (C33H580S1 001721-67-1 90
2 Olean-12-en-3-0l, acetate, (3.be... 468 C32H5202 001616-93-9 72
3 .beta.-Amyrin 426 C30H500 000559-70-6 72
4 .alpha.-Boswellic acid, methyl e... 470 C31H5003 089955-49-7 62
5 Pyrene, hexadecahydro- 218 C16H26 002435-85-0 55

Abundance Scan 4080 (27.186 min): BP015840.D\data.ms (-4074) (- m/z 218.20 100.00%

218.2
5000
69.0 — —
| \ Ty UL, 20213010 aa03 5091 Sos20  en 3
O gk H'M“MWfu‘_‘m_"‘"HH_M'w_u”_ m/z 203.20  65.36%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #337785: .beta.-Amyrin, TMS derivative
218.0
5000 = ——
27.00 27.50
73.0 m/z 69.00  22.70%
0 T \h l\ WJ\J fu‘ ‘“\‘J\M\‘m\‘h TJ \J\ “ ‘ \ =T ‘?\7\?\.?\ TTT ‘ \\3\9\3‘\0\ TT ‘ T \4\.9\‘8;0\\ T ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #331400: Olean-12-en-3-ol, acetate, (3.beta.)-
218.0
—r —
27.00 27.50
5000 ITI/Z 189.10 21.95%
5 L e o w0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #316495: .beta.-Amyrin T =
218.0 27.00 27.50
m/z 95.05 21.76%
5000
69.0
ok L M uww m»m 2860 36504200 SR
m/z--> 50 100 150 200 250 300 350 400 450 500 550 27.00 27.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP015840.D

Acqg On : 30 Jun 2023 12:50
Operator : MA/JU

Sample : 03161-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 17 Germanicol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
27.280  29.43 ng/ul 4645000 Perylene-di2 24.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Germanicol 426 C30H500 000465-02-1 59
2 4a,8-Dimethyl-2-(prop-1-en-2-yl)... 204 C15H24 103827-22-1 46
3 Naphthalene, 1,2,4a,5,8,8a-hexah... 204 C15H24 005951-61-1 45
4 Aciphyllene 204 C15H24 087745-31-1 38
5 3,4-Dihydrocoumarin, 4,4,7,8-tet... 204 C13H1602 040614-36-6 38

Abundance Scan 4096 (27.280 min): BP015840.D\data.ms (-4089) (- m/z 189.15 100.00%

189.2 ' '
95.0
5000
= T
Ll s
o3??_“WJ§&M‘J"‘W"\‘H""?"1‘?"1“WM‘:_‘?QEZW m/z 204.20  66.72%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #316490: Germanicol
189.0
95.0
5000 —r— —
27.00 27.50
\ V 426.0 m/z 177.10  63.52%
0291.1&]\\\1\\“\\ ll‘guiﬂh ‘\“\‘\‘ ‘\\ A\ k??\o\\ ‘ T \:3\5‘?\(\)\ ‘ \}\ L ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80362: 4a,8-Dimethyl-2-(prop-1-en-2-yl)-1,2,3,4,4a,5,6,7
189.0
P e
27.00 27.50
m/z 95.05 54.82%
5000 910 /
2ol
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80508: Naphthalene, 1,2,4a,5,8,8a-hexahydro-4,7-dime; —— ——
189.0 27.00 27.50
m/z 71.00 40.08%
5000
91.0
0 LJMM\MﬂmmI} R R AR R AR P P
m/z--> 50 100 150 200 250 300 350 400 450 500 550 27.00 27.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP015840.D

Acqg On : 30 Jun 2023 12:50
Operator : MA/JU

Sample : 03161-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 18 .gamma.-Sitosterol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
27.739 66.76 ng/ul 10534900  Perylene-di12 24.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 99
2 Pregn-5-en-3-o0l, 21-bromo-20-met... 394 C22H35BroO 055103-80-5 95
3 .beta.-Sitosterol 414 C29H500 000083-46-5 95
4 (3s,85,9S,10R,13R,14S5,17R)-17-((... 414 C29H500 029365-29-5 94
5 .beta.-Sitosterol 414 C29H500 000083-46-5 94

Abundance Scan 4174 (27.739 min): BP015840.D\data.ms (-4164) (- m/z 43.00 100.00%

43.0 ' '
107.1
5000
213.2
—r —
W 27.50 28.00
—1 4159 549 m/z 55.00  63.75%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #310597: .gamma.-Sitosterol
43.0
5000 07.0 — —
414.0 27.50 28.00
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m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #298127: Pregn-5-en-3-ol, 21-bromo-20-methyl-, (3.beta.

%
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41.0 107.0 283.0 394.0
27.50 28.00
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213.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #310595: .beta.-Sitosterol T T
43.0 27.50 28.00
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5000
414.0
i e
O\HL W‘»“h T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 27.50 28.00

SFAM-EPA-BP062623.MA.M Sat Jul 01 22:19:14 2023 Page: 22



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP015840.D

Acqg On : 30 Jun 2023 12:50
Operator : MA/JU

Sample : 03161-07

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.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 16.075 3.2 ng/ul 420471 3 14.704 2630180 20.0
Palmitoleic acid 18.263 10.1 ng/ul 1456470 4 17.469 2897470 20.0
n-Hexadecanoic ... 18.322 27.7 ng/ul 4017620 4 17.469 2897470 20.0
Octadecanoic acid  19.545 5.7 ng/ul 1416210 5 21.551 4957510 20.0
Pyrene, 1-methyl-  20.592 2.2 ng/ul 538951 5 21.551 4957510 20.0
(DEL) Alkane: C... 21.227 6.0 ng/ul 1486850 5 21.551 4957510 20.0
(DEL) Alkane: S... 22.133 3.2 ng/ul 795511 5 21.551 4957510 20.0
Oxirane, hexade... 22.922 6.3 ng/ul 998883 6 24.092 3156170 20.0
(DEL) Alkane: S... 23.233 21.9 ng/ul 3454190 6 24.092 3156170 20.0
Hexacosanal 24.280 16.4 ng/ul 2580680 6 24.092 3156170 20.0
Dotriacontane, ... 24.674 44.8 ng/ul 7065820 6 24.092 3156170 20.0
1-Heneicosanol 24.821 23.5 ng/ul 3704750 6 24.092 3156170 20.90
Hexadecanal 26.127 36.0 ng/ul 5682840 6 24.092 3156170 20.0
(DEL) Alkane: S... 26.639 28.7 ng/ul 4526210 6 24.092 3156170 20.0
Stigmasterol 26.974 25.1 ng/ul 3966220 6 24.092 3156170 20.0
.beta.-Amyrin, ... 27.186 14.5 ng/ul 2287140 6 24.092 3156170 20.90
Germanicol 27.280 29.4 ng/ul 4645000 6 24.092 3156170 20.0
.gamma.-Sitosterol 27.739 66.8 ng/ul 10534900 6 24.092 3156170 20.0
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