LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\
Data File : BN@23773.D

Acqg On : 24 Jan 2023 12:37
Operator : CG/JU

Sample : 01226-08

Misc :

ALS Vvial : 28 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-BN©10523.M
Title : SVOA CALIBRATION

Signal : TIC: BN@23773.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.270 28 31 44 rVB 44582 72082 1.49% 0.132%
2 3.552 76 79 84 rBvV2 5642 7201 0.15% 0.013%
3 3.693 100 103 128 rBV 368242 590671 12.23% 1.084%
4 3.928 138 143 149 rVB 18129 29339 0.61% 0.054%
5 4.028 156 160 167 rVB 16145 22643 0.47% 0.042%
6 4.405 221 224 228 rVB5 6759 8339 0.17% 0.015%
7 4.481 233 237 243 rVB3 25156 39002 0.81% 0.072%
8 4.858 298 301 306 rvB7 3621 4994 0.10% 0.009%
9 5.311 373 378 382 rVB3 4007 5998 0.12% 0.011%
106 5.364 382 387 391 rBV3 5805 11156 ©.23% 0.020%
11 5.664 433 438 442 rVB7 4356 6706 0.14% 0.012%
12 6.152 513 521 526 rBv2 8412 16658 0.34% 0.031%
13 7.052 667 674 683 rVB 199931 324920 6.73% ©.596%
14 7.216 695 702 712 rBV 684260 1033322 21.40% 1.895%
15 7.416 729 736 747 rW 632616 994780 20.60% 1.825%
16 7.499 747 750 757 rVB8 4870 7378 0.15% 0.014%
17 7.887 809 816 823 rBV 845933 1306433 27.05% 2.396%
18 7.981 823 832 837 rvB4 38181 74319 1.54% 0.136%
19 8.234 869 875 880 rBV3 5871 8885 0.18% 0.016%
20 8.599 930 937 947 rBV 665944 1018107 21.08% 1.868%
21 8.710 953 956 961 rvB5 2682 5049 0.10% 0.009%
22 8.775 963 967 971 rVvV3 9284 15257 0.32% 0.028%
23 8.810 971 973 978 rVB5 5448 6970 0.14% 0.013%
24  8.958 992 998 1004 rBV 18257 32066 0.66% ©0.059%
25 9.058 1007 1015 1029 rBV 775366 1266392 26.22% 2.323%
26 9.281 1047 1053 1061 rBV 82124 125351 2.60% 0.230%
27 9.387 1067 1071 1077 rVB6 4153 6887 0.14% 0.013%
28 9.463 1077 1084 1087 rBV2 12718 19629 0.41% 0.036%
29 9.510 1087 1092 1096 rVB 18698 26561 0.55% 0.049%
30 9.705 1120 1125 1131 rBV8 4712 11307 0.23% 0.021%
31  9.775 1131 1137 1151 rVB 597844 985828 20.41% 1.808%
32 10.181 1200 1206 1209 rBV5 3461 6082 0.13% 0.011%
33 10.252 1210 1218 1222 rVB5 9854 18497 0.38% 0.034%
34 10.316 1222 1229 1241 rBV 972961 1565337 32.41% 2.871%
35 10.481 1251 1257 1260 rBvV7 3474 6744 0.14% 0.012%
36 10.563 1265 1271 1277 rBVS8 2827 8621 0.18% 0.016%

SFAM-EPA-BNO10523.M Wed Jan 25 12:57:51 2023 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\
Data File : BN@23773.D

Acqg On : 24 Jan 2023 12:37
Operator : CG/JU

Sample : 01226-08

Misc :

ALS Vvial : 28 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-BN©10523.M
Title : SVOA CALIBRATION
37 10.699 1285 1294 1302 rBV 1139529 1882572 38.98%  3.453%
38 10.840 1311 1318 1331 rBV 1013611 1684698 34.89% 3.090%
39 11.234 1380 1385 1389 rVB7 4723 6933 0.14% 0.013%
40 11.357 1403 1406 1411 rVB7 5376 9067 0.19% 0.017%
41 11.475 1417 1426 1429 rBV6 9229 17472 0.36% 0.032%
42 11.557 1435 1440 1445 rBV6 9677 16778 0.35% 0.031%
43 11.675 1454 1460 1472 rBV 46559 82747 1.71% 0.152%
44 11.769 1472 1476 1482 rVB4 16542 27852 ©.58% 0.051%
45 11.840 1482 1488 1496 rBV9 8319 24451 0.51% 0.045%
46 11.904 1496 1499 1501 rVV3 5109 7445 0.15% 0.014%
47 11.952 1504 1507 1513 rVB4 8655 14808 ©0.31% 0.027%
48 12.034 1513 1521 1530 rBvV9 6205 20095 0.42% 0.037%
49 12.281 1557 1563 1568 rBV3 17019 30214 0.63% 0.055%
50 12.334 1568 1572 1578 rVB8 3679 6595 0.14% 0.012%
51 12.422 1583 1587 1592 rVB7 4638 9075 0.19% 0.017%
52 12.610 1615 1619 1624 rVB6 5751 10057 0.21% 0.018%
53 12.763 1640 1645 1648 rBV7 3648 7725 0.16% 0.014%
54 12.893 1663 1667 1668 rBv4 5288 6264 0.13% 0.011%
55 12.975 1675 1681 1683 rBV7 5017 9116 ©.19% 0.017%
56 13.075 1691 1698 1702 rBV9 9231 23612 0.49% 0.043%
57 13.128 1704 1707 1714 rVB6 12787 23799 0.49% 0.044%
58 13.304 1734 1737 1742 rBV6 5797 7855 0.16% 0.014%
59 13.357 1742 1746 1749 rBV2 9483 12576 0.26% 0.023%
60 13.434 1754 1759 1763 rVB3 15992 24682 0.51% 0.045%
61 13.498 1764 1770 1771 rBV5 7166 12748 0.26% 0.023%
62 13.840 1825 1828 1830 rBv4 5410 6993 0.14% 0.013%
63 13.946 1839 1846 1856 rVV 1886571 2598856 53.82% 4.767%
64 14.028 1857 1860 1862 rvv4 7946 10031 0.21% ©0.018%
65 14.063 1862 1866 1875 rVB4 11056 27432 0.57% 0.050%
66 14.228 1888 1894 1904 rBV 2122115 2934272 60.76% 5.383%
67 14.334 1910 1912 1917 rVB5 13421 18109 ©0.37% 0.033%
68 14.410 1921 1925 1929 rW 32682 54470 1.13% 0.100%
69 14.457 1929 1933 1939 rWv2 37996 61161 1.27% 0.112%
70 14.534 1940 1946 1953 rVB 1641651 2411833 49.94% 4.424%
71 14.740 1976 1981 1987 rBV 121612 194763 4.03% 0.357%
72 14.804 1987 1992 1997 rVB 69281 104382 2.16% 0.191%
73 14.951 2014 2017 2020 rBv4 13712 15692 0.32% 0.029%
74 15.004 2021 2026 2033 rVB5 54430 125185 2.59% ©0.230%
75 15.363 2083 2087 2093 rVB 100887 140169 2.90% 0.257%
76 15.528 2109 2115 2124 rVB 2755997 3710304 76.83% 6.806%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\

Data File : BN@23773.D

Acqg On : 24 Jan 2023 12:37

Operator : CG/JU

Sample : 01226-08

Misc :

ALS Vvial : 28 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-BN©10523.M
Title : SVOA CALIBRATION

77 15.645 2130 2135 2142 rBV 663849 902646 18.69% 1.656%
78 15.892 2172 2177 2184 rBV 713820 949470 19.66% 1.742%
79 16.310 2244 2248 2253 rBV 141621 181013 3.75% 0.332%
80 16.687 2308 2312 2317 rVB4 34538 53910 1.12% 0.099%
81 16.881 2342 2345 2351 rVB 63603 82570 1.71% 0.151%
82 17.039 2368 2372 2378 rBV2 83118 118774 2.46% ©.218%
83 17.281 2408 2413 2420 rVB 2126420 2888336 59.81% 5.298%
84 17.381 2424 2430 2439 rBV 2988500 4095083 84.80% 7.512%
85 17.457 2440 2443 2448 rVB6 50537 73934 1.53% 0.136%
86 17.769 2491 2496 2507 rBV 292873 483804 10.02% ©.887%
87 18.181 2561 2566 2577 rBV 844666 1274286 26.39% 2.338%
88 19.457 2779 2783 2798 rBV 229873 345767 7.16% 0.634%
89 19.675 2815 2820 2826 rBV 3708996 4829107 100.00% 8.858%
90 19.910 2857 2860 2866 rVB 101602 119750 2.48% 0.220%
91 21.175 3071 3075 3086 rVB 983270 1254656 25.98% 2.302%
92 21.475 3121 3126 3134 rBV2 2322460 2779479 57.56% 5.099%
93 22.733 3336 3340 3345 rVB 315092 422719 8.75% ©.775%
94 23.733 3503 3510 3524 rVB2 2214431 4642279 96.13% 8.516%
95 23.898 3531 3538 3547 rBV2 1490187 2934647 60.77% 5.383%

Sum of corrected areas: 54514629
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\
Data File : BN@23773.D

Acq On : 24 Jan 2023 12:37
Operator : CG/JU

Sample : 01226-08

Misc

ALS Vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©10523.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BN023773.D\data.ms

3500000
3000000
2500000
2000000

1500000
0%%840
1000000 7887 0.058 10316
7.217@16 8.599 9. 775
500000 3.693
7.05
013270552 39208 44081 4.858 5305664 _6.152 L]\ 7499 71988.234 perzm® 3&%}7 5 100

Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50

Abundance .
4000000 TIC: BN023773.D\data.ms

19.675

3500000
17.381
3000000 15.528

2500000 17.281
2000000

1500000

18.181

1000000 5 645,892

19.910
4 16319 3638939 e

e R e

Time--> 12.00 12,50 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
Abu4ndan TIC: BN023773.D\data.ms

500000

3500000

3000000

21.475 23733

2500000

2000000 3.898

1500000 21.175

1000000

22.733
500000 L o]

0 T T ‘ L ‘ L ’ L ’ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ’ L ’ L ‘ L ‘ L ‘ L ‘ L ‘ L
Time--> 21.00 2150 22.00 2250 23.00 23.50 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_N\Data\BN©12323\
Data File : BN@23773.D

Acq On : 24 Jan 2023 12:37
Operator : CG/JU

Sample : 01226-08

Misc

ALS Vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©10523.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 3
R.T. EstConc Area Relative to ISTD R.T.
15.893 7.87 ng/ul 949470  Acenaphthene-d1e 14.534
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 96
3 Benzophenone 182 C13H1e0 000119-61-9 95
4 Benzophenone 182 C13H100 000119-61-9 94
5 Benzophenone 182 C13H1e0 000119-61-9 91
Abundance Scan 2177 (15.892 min): BN023773.D\data.ms (-2172) (| m/z 105.00 100.00%
105.0
5000 182.0
51.0
— A
15.50 16.00
151.9
Ol b e b 2808 m/z 77.00 69.94%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56922: Benzophenone
105.0
5000 — e
182.0 15.50 16.00
51.0 m/z 182.00  47.76%
OH\‘.9\\‘HM\‘H\Hfh‘\H\‘\‘\\\’\\\\%\5\%"0\\\\’H\\H‘HH’HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56925: Benzophenone
105.0
— e
182.0 15.50 16.00
5000 m/z 50.95 27.76%
51.0
‘ [l l 15\2'0 I
O e b e
m/z--> 20 40 60 80 100120140160180200220240260280 j\
Abundance #56927: Benzophenone — =
105.0 15.50 16.00
m/z 49.95 9.33%
182.0
5000
51.0
152.0
O brrprrrr e e e ‘AL e
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\

Data File : BN@23773.D

Acq On : 24 Jan 2023 12:37
Operator : CG/JU

Sample : 01226-08

Misc

ALS Vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©10523.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 2 Benzoic acid, 3,5-bis(1,1-d... Concentration Rank 4
R.T EstConc Area Relative to ISTD R.T.
17.769 3.35 ng/ul 483804  Phenanthrene-d10 17.281
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzoic acid, 3,5-bis(1,1-dimeth... 250 C15H2203 001421-49-4 98
2 Benzoic acid, 3,5-bis(1,1-dimeth... 250 C15H2203 001421-49-4 98
3 Benzoic acid, 3,5-bis(1,1-dimeth... 250 C15H2203 001421-49-4 94
4 4-tert-Butyl-2,6-dimethylphenol,... 250 C15H260Si 1000495-37-2 76
5 3-tert-Butylbenzoic acid, TMS 250 C14H2202Si 1000507-56-6 64
Abundance Scan 2496 (17.769 min): BN023773.D\data.ms (-2491) (- m/z 235.05 100.00%
235.1
5000 J\
— —
57"0 9L0 1,0 175.0 ‘ | . 1750 1800
Ol BT L L2980 s he7.05  24.11%
miz--> 50 100 150 200 250
Abundance #135796: Benzoic acid, 3,5-bis(1,1-dimethylethyl)-4-hydr
235.0
5000 — ——
17.50 18.00
57.0 910 m/z 236.10 17.36%
. 28.0 175.0 ‘
01‘5"0\‘ \“\ ‘u““\‘ L\‘ \“\’MH\‘ \h“u ‘m‘ e “ ‘m‘ L ““ ‘\ ]
m/z--> 50 100 150 200 250
Abundance #135798: Benzoic acid, 3,5-bis(1,1-dimethylethyl)-4-hydr
235.0
o =
17.50 18.00
5000 m/z 250.10 15.23%
57.0 o1 20 1750 | ‘ ‘
ol 2 P
miz--> 50 100 150 200 250
Abundance #135799: Benzoic acid, 3,5-bis(1,1-dimethylethyl)-4-hydr —— Pepass
235.0 17.50 18.00
m/z 57.05 15.02%
- J
S50 w60 ige w0 ||
B B R e B e = =
m/z--> 50 100 150 200 250 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\
Data File : BN@23773.D

Acq On : 24 Jan 2023 12:37
Operator : CG/JU

Sample : 01226-08

Misc

ALS Vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©10523.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 3 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.181 8.82 ng/ul 1274290  Phenanthrene-d10 17.281
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 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
5 Tetradecanoic acid 228 C14H2802 000544-63-8 94
Abundance Scan 2566 (18.181 min): BN023773.D\data.ms (-2561) (- m/z 73.00 100.00%
73.0
5000 129.0 L
213.2 — —=
‘ 171.1 ‘ 256.1 18.00 18.50
o328 e L L L b L85 4305 89.35%
m/z--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T RN
18.00 18.50
171.0 213.0 256.0 m/z 60.00 83.20%
0! \‘ﬂhw\ M‘h} ‘\““ “ “‘ \‘ ““\‘ , ’\‘ A I
miz--> 50 100 150 200 250 300 350
Abundance #143511: n-Hexadecanoic acid
73.0
— —
129.0 256.0 18.00 18.50
m/z 41.00 73.21%
5000 213.0
29.0 ‘ :T.71.0
m/z--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid T —
3
43.0 256.0 18.00 18.50
m/z 57.05 67.67%
5000
129.0
3.0 213.0
171.0 ‘
0! w‘“‘w u““ Hm\ ‘,“‘ T T
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\
Data File : BN@23773.D

Acq On : 24 Jan 2023 12:37
Operator : CG/JU

Sample : 01226-08

Misc

ALS Vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©10523.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.457 2.49 ng/ul 345767  Chrysene-d12 21.474
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 98
4 Octadecanoic acid 284 (C18H3602 000057-11-4 97
5 Pentadecanoic acid 242 C15H3002 001002-84-2 89
Abundance Scan 2783 (19.457 min): BN023773.D\data.ms (-2779) (- m/z 73.00 100.00%
73.0
5000 129.0 JL
185.1 241.2 I
390 ‘ ‘ 284.1 19.50
0 bl bbb Lo L8270 s 43,00 96.98%
miz--> 50 100 150 200 250 300
Abundance #179093: Octadecanoic acid
73.0
129.0
50007 28.0 284.0 T
185.0 241.0 19.50
m/z 59.95 81.10%
ol ‘wWW\N‘M L‘M\ H”L‘\H“‘\"“
miz—-> 50 100 150 200 250 300
Abundance #179089: Octadecanoic acid
73.0
=
19.50
5000 129.0 m/z 57.05 75.50%
29.0 185.0 541 284.0
o U PO
miz--> 50 100 150 200 250 300
Abundance #179090: Octadecanoic acid T
43.0 19.50
m/z 41.00 75.32%
5000
30 1290 284.0
‘ ‘ 1850 2410
m/z--> 50 100 150 200 250 300 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\
Data File : BN@23773.D

Acq On : 24 Jan 2023 12:37
Operator : CG/JU

Sample : 01226-08

Misc

ALS Vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©10523.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 1-Heneicosanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

21.175 9.03 ng/ul 1254660  Chrysene-d12 21.474
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Pentacos-1-ene 350 C25H50 016980-85-1 94
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94

Abundance Scan 3075 (21.175 min): BN023773.D\data.ms (-3071) (- m/z 43.05 100.00%

439 970
5000

T
21.00 21.50

U2
ol ihLl Lhkﬁwh“‘O?R“??%q 3409 4169 nm/z 57.10  98.74%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215083: 1-Heneicosano
558.0
5000 11.0 T =
21.00 21.50

m/z 55.00  96.54%

\\h\“‘\\‘\\“‘ ‘l ‘h ‘“\7\\0\‘\\\\2‘6\6\\0\‘\\\\’\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #259982: Pentacos-1-ene
55.0

o

— —
21.00 21.50
5000 111.0 m/z 83.05 93.88%
350.0
ol UL Lg7o _ aowo 300
m/z--> 50 100 150 200 250 300 350 400
Abundance #232316: Behenic alcohol T T
83.0 21.00 21.50

m/z 69.05  88.44%

5000
e
hH“ LT 1960 2800

m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\
Data File : BN@23773.D

Acq On : 24 Jan 2023 12:37
Operator : CG/JU

Sample : 01226-08

Misc

ALS Vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©10523.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 Supraene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.733 2.88 ng/ul 422719  Perylene-d12 23.898
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 .psi.,.psi.-Carotene, 7,7',8,8",... 547 C40H66 000502-62-5 83
3 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 80
4 2,6,10-Dodecatrien-1-0l1, 3,7,11-... 222 C15H260 004602-84-0 80
5 (2E,6E,10E)-3,7,11,15-Tetramethy... 318 C21H3402 125456-63-5 78

Abundance Scan 3340 (22.733 min): BN023773.D\data.ms (-3336) (- m/z 69.10 100.00%

69.1
5000

22.50 23.00

o_‘w‘wJJ‘,WHH?‘Oﬁf“2"‘3‘1‘?‘3““1‘9““999‘“““_5”5-‘1‘ m/z 81.00 47.45%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #308259: Supraene
69.0
5000 - -

22.50 23.00
m/z 41.00 25.94%

137.0
il gl 203.0 273.0 341.0 410.0
‘\\\\‘\ \\’\\H‘H\\‘\H\‘\H\‘\\H‘H\\‘\H\‘\H\‘\\H‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #343494: .psi.,.psi.-Carotene, 7,7',8,8',11,11',12,12',15,15
69.0

22.50 23.00
5000 m/z 95.10  13.41%

137.0
SISUNE FRETY Vo tbas Sins it aetid
miz—> 0 50 100 150 200 250 300 350 400 450 500

Abundance  #133568: 4,8,12-Tetradecatrienal, 5,9,13-trimethyl- —— ——
69.0 22.50 23.00

m/z 68.00 11.77%

5000
136.0
I J ‘ il hl il h 248 0

O SRR p— s
miz--> 0 50 100 150 200 250 300 350 400 450 500 22.50 23.00

o

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\
Data File : BN@23773.D

Acqg On : 24 Jan 2023 12:37
Operator : CG/JU

Sample : 01226-08

Misc

ALS Vvial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©10523.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 15.893 7.9 ng/ul 949470 3 14.534 2411830 20.0
Benzoic acid, 3... 17.769 3.4 ng/ul 483804 4 17.281 2888340 20.0
n-Hexadecanoic ... 18.181 8.8 ng/ul 1274290 4 17.281 2888340 20.0
Octadecanoic acid  19.457 2.5 ng/ul 345767 5 21.474 2779480 20.0
1-Heneicosanol 21.175 9.0 ng/ul 1254660 5 21.474 2779480 20.0
Supraene 22.733 2.9 ng/ul 422719 6 23.898 2934650 20.0
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