LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38146.D

Acqg On : 20 Dec 2022 22:16
Operator : CG/JU

Sample : N6008-15

Misc :

ALS Vvial : 13  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_M\Methods\SFAM-EPA-BM120722.M
Title : SVOA CALIBRATION

Signal : TIC: BM@38146.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.399 32 36 44 rVB 35541 52566 1.36% 0.094%
2 3.834 106 110 129 rBV 422539 741352 19.21% 1.325%
3 4.163 163 166 173 rVB 10946 15644 0.41% 0.028%
4 5.122 322 329 335 rBv4 9497 16717 ©0.43% ©0.030%
5 5.363 367 370 374 rBV5 4575 6683 0.17% 0.012%
6 5.657 417 420 424 rVB6 3179 4643 0.12% 0.008%
7 7.016 647 651 654 rBV5 5376 7278 0.19% 0.013%
8 7.204 676 683 693 rVB 706770 1078773 27.95% 1.928%
9 7.369 705 711 720 rBV 528073 798391 20.68% 1.427%
106 7.569 738 745 755 rVB 688954 1105842 28.65% 1.976%
11 8.045 819 826 833 rBV 680213 1070110 27.72% 1.912%
12 8.104 833 836 839 rvB5 3937 5374 0.14% 0.010%
13 8.616 916 923 925 rBv4 2518 4737 0.12% 0.008%
14 8.757 939 947 955 rBV 799014 1275244 33.04% 2.279%
15 9.216 1018 1025 1035 rBV 682385 1066011 27.62% 1.905%
16 9.369 1044 1051 1057 rVB7 7224 12071 0.31% 0.022%
17 9.604 1085 1091 1096 rVB4 10603 18357 ©0.48% 0.033%
18 9.939 1141 1148 1161 rVB 574164 921622 23.88% 1.647%
19 10.157 1181 1185 1189 rBV6 3499 6343 0.16% 0.011%
20 10.481 1232 1240 1249 rBV 932047 1526320 39.54% 2.728%
21 10.863 1297 1305 1316 rBV 961448 1605572 41.60% 2.869%
22 10.998 1321 1328 1342 rBV 711330 1217740 31.55% 2.176%
23 11.322 1381 1383 1388 rVB5 4667 5647 ©.15% 0.010%
24 11.528 1414 1418 1424 rVB8 3570 7000 0.18% 0.013%
25 11.639 1431 1437 1442 rBV6 5923 9435 0.24% 0.017%
26 12.016 1495 1501 1505 rBV8 2337 4550 0.12% ©.008%
27 12.251 1537 1541 1547 rBV2 8751 13622 ©0.35% 0.024%
28 12.375 1553 1562 1568 rBvV1e 7330 18536 ©.48% 0.033%
29 12.439 1568 1573 1578 rBv2 16476 25124 0.65% 0.045%
30 12.839 1637 1641 1644 rVV5 3729 5794 0.15% 0.010%
31 13.198 1701 1702 1710 rVB8 2942 4627 0.12% ©0.008%
32 13.486 1745 1751 1755 rBV3 14298 22685 0.59% 0.041%
33 13.557 1760 1763 1767 rBv4 8368 13228 0.34% 0.024%
34 13.598 1767 1770 1773 rVWV4 4877 6199 0.16% 0.011%
35 13.657 1777 1780 1789 rVB3 11721 17157 0.44% 0.031%

36 14.080 1843 1852 1858 rBV 1628449 2114403 54.78% 3.779%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38146.D

Acqg On : 20 Dec 2022 22:16
Operator : CG/JU

Sample : N6008-15

Misc :

ALS Vvial : 13  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_M\Methods\SFAM-EPA-BM120722.M
Title : SVOA CALIBRATION
37 14.133 1860 1861 1866 rVV5 6406 6222 0.16% 0.011%
38 14.310 1886 1891 1894 rBV6 3808 6246 0.16% 0.011%
39 14.369 1894 1901 1911 rVB 1903404 2660251 68.92% 4.754%
40 14.545 1926 1931 1937 rVB4 10147 16327 0.42% 0.029%
41 14.674 1946 1953 1960 rBV 1506767 2144038 55.55% 3.832%
42 14.774 1965 1970 1972 rVB6 3483 5637 0.15% 0.010%
43 14.868 1979 1986 2000 rBV 643285 942472 24.42% 1.684%
44 15.021 2009 2012 2016 rBV6 5988 8308 0.22% 0.015%
45 15.068 2016 2020 2025 rVv4 19777 28479 ©0.74% 0.051%
46 15.245 2044 2050 2051 rVB5 3219 5567 ©.14% 0.010%
47 15.433 2077 2082 2083 rBV5 5813 8298 0.21% 0.015%
48 15.486 2087 2091 2098 rVB9 7702 15518 ©0.40% 0.028%
49 15.657 2114 2120 2129 rVB 2277951 3236150 83.84% 5.783%
50 15.780 2135 2141 2146 rBV 598362 820763 21.26% 1.467%
51 15.898 2156 2161 2166 rVB4 13955 21281 ©.55% 0.038%
52 15.980 2170 2175 2178 rVV5 8959 15796 0.41% 0.028%
53 16.021 2178 2182 2192 rVB 92970 134890 3.49% 0.241%
54 16.286 2222 2227 2232 rBVi1e 5810 8954 0.23% 0.016%
55 16.357 2235 2239 2240 rBv4 7592 9208 0.24% 0.016%
56 16.439 2249 2253 2256 rVB6 4908 6210 0.16% 0.011%
57 16.510 2261 2265 2268 rBv4 8942 13363 ©.35% 0.024%
58 16.798 2309 2314 2318 rBV5 25532 42659 1.11% ©0.076%
59 17.145 2371 2373 2376 rVB4 7251 6562 0.17% 0.012%
60 17.221 2378 2386 2393 rVB2 34526 63990 1.66% 0.114%
61 17.286 2393 2397 2405 rBV3 23170 45073 1.17% 0.081%
62 17.351 2405 2408 2411 rBV5 13828 17320 0.45% 0.031%
63 17.409 2412 2418 2427 rVV 1820032 2489517 64.50% 4.449%
64 17.509 2427 2435 2441 rVWW 2440021 3327278 86.20% 5.946%
65 17.562 2441 2444 2447 rVB5 16540 20087 0.52% 0.036%
66 17.680 2460 2464 2467 rBV6 8254 12423 0.32% 0.022%
67 17.751 2473 2476 2478 rBV3 12662 15057 ©.39% 0.027%
68 17.927 2501 2506 2510 rBV6 12403 20900 0.54% 0.037%
69 18.027 2520 2523 2526 rBv4 9193 11924 0.31% 0.021%
70 18.062 2526 2529 2532 rW5 9075 11530 ©0.30% 0.021%
71 18.168 2541 2547 2553 rBV5 56598 121135 3.14% 0.216%
72 18.233 2553 2558 2562 rBv2 97771 147398 3.82% 0.263%
73 18.286 2562 2567 2577 rBV 999876 1426567 36.96% 2.549%
74 18.545 2607 2611 2614 rBV3 26793 32830 0.85% 0.059%
75 18.586 2614 2618 2621 rVB6 13518 20957 0.54% 0.037%
76 18.627 2623 2625 2633 rVB5 18271 32712 ©0.85% ©.058%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38146.D

Acqg On : 20 Dec 2022 22:16
Operator : CG/JU

Sample : N6008-15

Misc :

ALS Vvial : 13  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_M\Methods\SFAM-EPA-BM120722.M

Title : SVOA CALIBRATION

77 18.709 2635 2639 2641 rBV2 33333 40522 1.05% ©.072%
78 18.868 2662 2666 2674 rVB4 58219 80887 2.10% 0.145%
79 19.215 2720 2725 2730 rBv4 66565 96735 2.51% 0.173%
80 19.298 2736 2739 2742 rBV3 18878 22183 0.57% 0.040%
81 19.351 2745 2748 2753 rVB4 36009 49339 1.28% ©0.088%
82 19.415 2754 2759 2760 rBV 134185 172009 4.46% 0.307%
83 19.439 2760 2763 2774 rVB4 164298 382323 9.90% 0.683%
84 19.556 2778 2783 2791 rBV2 429052 634374 16.43% 1.134%
85 19.792 2817 2823 2830 rBV 3010203 3859922 100.00% 6.898%
86 19.851 2830 2833 2837 rVB3 50266 63172 1.64% 0.113%
87 19.939 2844 2848 2856 rBV 694811 846361 21.93% 1.513%
88 20.068 2867 2870 2876 rBV7 35381 52409 1.36% 0.094%
89 20.298 2903 2909 2914 rVB5 109429 200971 5.21% 0.359%
90 20.627 2962 2965 2970 rBV7 55324 1127760 2.92% 0.202%
91 20.762 2984 2988 2991 rBV 171073 198168 5.13% 0.354%
92 21.262 3068 3073 3080 rBV 946035 1237729 32.07% 2.212%
93 21.574 3121 3126 3131 rVB 1878827 2354605 61.00% 4.208%
94 23.239 3404 3409 3415 rVB 782298 1208504 31.31% 2.160%
95 23.868 3509 3516 3525 rVB2 1617434 3203624 83.00% 5.725%
96 24.027 3537 3543 3551 rVB2 1023007 1978772 51.26% 3.536%
97 24.521 3620 3627 3635 rVB2 1037856 2154793 55.82%  3.851%
98 24.609 3636 3642 3651 rVB 814152 1720477 44.57% 3.075%
99 24.715 3655 3660 3668 rVB 345058 762555 19.76% 1.363%
100 26.485 3954 3961 3978 rVB 523978 1718821 44.53% 3.072%

Sum of corrected areas: 55957319
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38146.D

Acq On : 20 Dec 2022 22:16
Operator : CG/JU

Sample : N6008-15

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120722.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM038146.D\data.ms
3000000
2500000
2000000
1500000
1000000 6757 10.48110.863
7.2047.569 8.045 ' 9.216 .998
7.369 9.939
500000 3.834
0 3.399 4.163 5.122363%.657 7.01 1104 8.61 .368604 10.157 11.3AP5 FB9
\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
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 9,50 10.00 10.50 11.00 11.50
Abundance TIC: BM038146.D\data.ms
3000000 19.y92
2500000 17.509
15.657
2000000 14.369 17.409
14.080 14.674
1500000 ’
18.286
1000000 19.939
4.868 15.780
19.
500000 9.596
dg§2920ﬁ
m@% !
o LQUE2ENT12 8393 1 SBRHEY 14 13300 Bpam g%’r%am 798 YHIAR
R e e e P “‘ R e e e e e — T
Time--> 12.00 1250 13.00 13 50 14 00 1450 15. OO 15. 50 16. 00 16.50 17.00 17.50 18. 00 18.50 19.00 19.50 20.00 20.50
Abundance TIC: BM038146.D\data.ms
3000000
2500000
21.574
23.868
2000000
4.027 24.521
1500000 21.262 23.239 24.609
26.485
1000000 715
0\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
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_M\Data\BM122022\
Data File : BM@38146.D

Acq On : 20 Dec 2022 22:16
Operator : CG/JU

Sample : N6008-15

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120722.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.286  11.46 ng/ul 1426570  Phenanthrene-d10 17.410
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
4 Tridecanoic acid 214 C13H2602 000638-53-9 95
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
Abundance Scan 2567 (18.286 min): BM038146.D\data.ms (-2562) (- | m/z 43.05 100.00%
3.0
33.0 213.2 — —
‘ 171.1 ‘ 256.3 18.00 18.50
(- Al i s b L T 38 s 73,00 98.17%
miz--> 50 100 150 200 250 300
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 —— —_—
129.0 18.00 18.50
33.0 213.0 m/z 59.95 94.93%
171.0 ‘
0! M}‘H‘\HM}H‘M | “‘ “‘ “‘u\‘ N h‘ X “‘ G
miz--> 50 100 150 200 250 300
Abundance #143511: n-Hexadecanoic acid
73.0
— —
129.0 256.0 18.00 18.50
m/z 57.05 75.83%
5000 213.0
29.0 ‘ :‘I.71.0
1 1T P O L
0 “‘H“_“H\H‘H“HH_H
miz--> 50 100 150 200 250 300
Abundance #143509: n-Hexadecanoic acid = ==
43.0 18.00 18.50
m/z 55.05 74.02%
5000 256.0
129.0
83.0
‘ ‘ 171.0
ol 1 1 P O N
m/z--> 50 100 150 200 250 300 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38146.D

Acq On : 20 Dec 2022 22:16

Operator : CG/JU

Sample : N6008-15

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method :
Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120722.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 cis-Vaccenic acid Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
19.439 3.07 ng/ul 382323 Phenanthrene-d10 17.410
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 cis-Vaccenic acid 282 C18H3402 000506-17-2 86
2 1-Hexadecanol 242 C16H340 036653-82-4 74
3 E-14-Hexadecenal 238 C16H300 330207-53-9 72
4 1-Heptadecene 238 C17H34 006765-39-5 72
5 1-Octadecanol 270 C18H380 000112-92-5 68

Abundance Scan 2763 (19.439 min): BM038146.D\data.ms (-2760) (- | m/z 55.00 100.00%
55.0
1L ™ 150
ol “W“‘! “u““‘;‘ I L 3250 420 s 4301 75.28%
m/z--> 50 100 150 200 250 300 350 400
Abundance #176209: cis-Vaccenic acid
55.0
5000 R
19.50
11.0 m/z 41.00 69.04%
264.0
0 \“1 l “‘!‘H"\lm“‘l\mh?Jﬂﬁ?‘?\zj-pwow T \L\ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #126369: 1-Hexadecano
55.0
——
19.50
5000 m/z 69.10 66.21%
11.0
1T
m/z--> 50 100 150 200 250 300 350 400
Abundance #121278: E-14-Hexadecenal T
43.0 19.50
m/z 83.05 59.79%
7.0
5000
| asao_zmo
YR D B Ko ——
m/z--> 50 100 150 200 250 300 350 400 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38146.D

Acq On : 20 Dec 2022 22:16
Operator : CG/JU

Sample : N6008-15

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120722.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 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.556 5.39 ng/ul 634374  Chrysene-d12 21.574
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 97
5 Octadecanoic acid 284 C18H3602 000057-11-4 93

Abundance Scan 2783 (19.556 min): BM038146.D\data.ms (-2778) (- | m/z 43.05 100.00%
43.0

5000 129.1

T.O
0 3 ‘NMMMWWJH

%

185.1 241.3
‘ ‘ 284.3 19.50
bl L \ Ll

2410 401 n/; 73,00 90.60%

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #179093: Octadecanoic acid
73.0
129.0
5000| g, 284.0 ——
1850 241.0 19.50
‘ m/z 60.00 74.34%
O — ‘r‘h‘“ u‘\ M“‘“‘Hm\‘““ M “‘\‘ “ " “ ‘\“‘ ‘\’\‘ ; “‘ RS
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #179089: Octadecanoic acid
73.0
] T [
19.50
5000 129.0 ITI/Z 57.05 74.10%
29.( ‘ 185 0 541.0284.0
OH“\H \HHM\‘HM\‘ \H"H““HH‘HH“
m/z--> 0 5 100 150 200 250 300 350 400
Abundance #179090: Octadecanoic acid — :
43.0 19.50
m/z 55.10 74.04%
5000
1290
284.0
1850 241.0 ‘
m/z--> 0 5 100 150 200 250 300 350 400 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38146.D

Acq On : 20 Dec 2022 22:16
Operator : CG/JU

Sample : N6008-15

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120722.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 5H-Furo[3,2-g][1]benzopyran... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

19.939 7.19 ng/ul 846361 Chrysene-di12 21.574
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 S5H-Furo[3,2-g][1]benzopyran-5-on... 276 C14H1206 000668-10-0 74
2 (1H)Pyrrole, 3,4-dimethyl-5-meth... 276 C15H20ON20S 1000197-22-6 74
3 3,5-di-tert-Butyl-4-hydroxycinna... 276 C17H2403 022014-01-3 70
4 Ethyl 6-methoxy-8-nitrocinconinate 276 C13H12N205 1000214-25-7 52

5 5,6,7,8-Tetrahydrothieno[2,3-b]q... 276 C14H20ON2SSi 1000496-40-4 46

Abundance Scan 2848 (19.939 min): BM038146.D\data.ms (-2844) (- | m/z 261.10 100.00%
261.1

5000

115.1 U

o u\ ‘m b \\‘ \L. ‘dh ‘I\\h‘\ ‘\h‘ b il ‘I\i\‘\m‘u\‘n‘ﬂh b - :‘3‘4‘1‘ :!-‘ “‘19‘9‘4 : ‘4‘7‘5‘ : m/z 276.10 82.54%

miz--> 50 100 150 200 250 300 350 400 450
Abundance #168164: 5H-Furo[3,2-g][1]benzopyran-5-one, 7-(hydroxy
261.0

o

5000 U

m/z 233.10  35.16%

43.0 95.0 147. 0
| l
MA il ““ by i h o il

O\\\‘ \\‘\\\\‘\\\\\\\\ ‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #168438: (1H)Pyrrole, 3,4-dimethyl-5-methoxy-2-[3,4-dim
261.0
20.00
5000 ITI/Z 231.10 20.24%
31.0 163.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #168680: 3,5-di-tert-Butyl-4-hydroxycinnamic acid g A :
261.0 20.00
m/z 247.10 19.60%
5000
57.0
‘ ‘ 115.0 187.0 M
ooty by L b VEREEPEVE EV S
m/z--> 50 100 150 200 250 300 350 400 450 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38146.D

Acq On : 20 Dec 2022 22:16
Operator : CG/JU

Sample : N6008-15

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method :
Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120722.M

. SVOA CALIBRATION

: 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 5 (DEL) Alkane: Cyclic21.262 Concentration Rank 6

R.T EstConc Area Relative to ISTD R.T.
21262 10.51 ng/ul 1237730  Chryseme-di2 21.574
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 cycloeicosane 280 CooHae 000296-56-0 98

2 Heptafluorobutyric acid, n-octad... 466 C22H37F702
3 Pentafluoropropionic acid, penta... 374 C18H31F502
4 Pentafluoropropionic acid, hexad... 388 C19H33F502
5 1-Heneicosanol 312 C21H440

000400-57-7 94
959092-08-1 94
006222-07-7 94
015594-90-8 93

Abundance Scan 3073 (21.262 min): BM038146.D\data.ms (-3068) (- | m/z 57.05 100.00%

57.0
5000
1111

0 ‘hhknn.‘zozl 28113411 4011 4753
-l | i il L

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

Abundance #173728: Cycloeicosane
58.0
5000 = -
21.00 21.50
110 m/z 55.10  87.45%
ol H’Mnl.680224028°°
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

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

Abundance  #330472: Heptafluorobutyric acid, n-octadecyl ester
57.0

5000 111.0 m/z 83.05 72.79%

169.0 o509
o) ‘J‘ \‘\‘ ‘ “\ “ = ‘ . \ 448.0

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

Abundance #282680: Pentafluoropropionic acid, pentadecy! ester = .
57.0 21.00 21.50

5000 111.0

0 “}“21003560 * * T

m/z--> 0 50 100 150 200 250 300 350 400 450 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38146.D

Acq On : 20 Dec 2022 22:16
Operator : CG/JU

Sample : N6008-15

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120722.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 4
R.T. EstConc Area Relative to ISTD R.T.
23.238 12.21 ng/ul 1208500  Perylene-di12 24.027
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
Abundance Scan 3409 (23.239 min): BM038146.D\data.ms (-3404) (- | m/z 57.10 100.00%
57.1
5000 /\\P
—— =
|| 12741832 23.00 23.50
ob AMLIIT(71832 28113375 41714751535 10 43100 63.94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194590: Heneicosane
57.0
5000 Ee =
23.00 23.50
m/z 71.10 59.95%
0 H ‘1F7° 197.0  296.0
‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #298427: Octacosane
57.0
— =
23.00 23.50
5000 m/z 85.10 45 ,49%
ol | | 2270 197.0 2810 394.0
“H‘_“w‘H“H‘w"H‘H“_‘H“H‘_“W‘H“H‘w
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #298426: Octacosane T =
57.0 23.00 23.50
m/z 55.10 22.48%
127.0
0 J .‘A | 197.0 281.0 394.0
‘H‘w“u‘u"_‘H“H‘_“W‘H“H‘w“u‘u“_‘u‘ —— —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38146.D

Acq On : 20 Dec 2022 22:16
Operator : CG/JU

Sample : N6008-15

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120722.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-01 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
24,521  21.78 ng/ul 2154790  Perylene-d12 24.027
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Methyl 1-pyreneethanoate 274 C19H1402 073654-19-0 20
2 Stigmasta-5,22-diene, 3-methoxy-... 426 C30H500 010453-25-5 15
3 N-[2-(1H-Indol-3-yl)ethyl]propan... 288 C16H24N20Si 1000493-19-0 15
4 1-Pyrenebutanoic acid 288 (C20H1602 003443-45-6 15

5 Silane, chlorodiethyl(2,7-dimeth... 272 C14H25C10Si 1000363-57-6 15

Abundance Scan 3627 (24.521 min): BM038146.D\data.ms (-3620) (- | m/z 215.15 100.00%

215.2
55.0
119.1
5000 743 393.4
T T
M Mu | M L \4{61 1 535 2450
0! bR LAl AT 2990 L m/z 55.05  75.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #166311: Methyl 1-pyreneethanoate
215.0
5000 e ‘
274.0 24.50
m/z 69.10 71.45%
290 107.0 |

‘\\1\‘\\\\“\\\\‘\\\‘\“f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #316538: Stigmasta-5,22-diene, 3-methoxy-, (3.beta.,22E

=

o

|
l

|
e — S ERRERmme
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #183867: N-[2-(1H-Indol-3-yl)ethyl]propanamide, TMS de
73.0 215.0

55.0
24.50 |
5000 m/z 105.05 65.95%
\ 133.0 255.0 426.0
" J‘ JI“‘ H}‘u Jm.“J‘lu‘J“.“ J‘l %%Z‘P‘ " ‘\‘\‘ A ‘Ju‘3 ‘\1‘?0 - | ‘}‘ :

T \
24.50

m/z 255.20  60.45%

5000

143.0 288.0
N X T |

Frot e e e e e e e e e —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 24.50

>~
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38146.D

Acq On : 20 Dec 2022 22:16
Operator : CG/JU

Sample : N6008-15

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120722.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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
24.609 17.39 ng/ul 1720480  Perylene-di12 24.027
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Octadecane, 2-methyl- 268 C19H40 001560-88-9 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Octacosane 394 (C28H58 000630-02-4 91
Abundance Scan 3642 (24.609 min): BM038146.D\data.ms (-3636) (- | m/z 57.10 100.00%
57.1
- J\/L
—r =
‘ ‘1F 1972 2811 24.50 25.00
ob -] Mmmww?w [355.2416.14763 549.  m/z 43.10  65.15%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane
57.0
5000 - —_
24.50 25.00
m/z 71.10 62.48%
O ‘ 4 ‘\ I ngl‘ J] 1197 O 267 O 367 0
‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158610: Octadecane, 2-methyl-
43.0
— =
24.50 25.00
5000 m/z 85.10 45.38%
Ui F f 0 2250
]
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane = ==
57.0 24.50 25.00
m/z 55.10 23.04%
B J\—V/UU\/\N\
0 \‘ ‘ I J‘lﬁ | ‘197 0 296.0
R e R AR s R P b
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38146.D

Acq On : 20 Dec 2022 22:16
Operator : CG/JU

Sample : N6008-15

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120722.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 9 1-Heptacosanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24.715 7.71 ng/ul 762555 Perylene-d12 24.027
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 93
2 n-Tetracosanol-1 354 C24H500 000506-51-4 93
3 Octacosanol 410 C28H580 000557-61-9 93
4 1-Docosene 308 C22H44 001599-67-3 91
5 1-Tetracosene 336 C24H48 010192-32-2 91

Abundance Scan 3660 (24.715 min): BM038146.D\data.ms (-3655) (- | m/z 57.10 100.00%
7.1

57.
5000 111

207.1 2811 ‘
b ‘um\g‘l‘\““\“l““\'mw“\H\‘m\“\‘\\\\3‘5?19\‘\”4?;\" m/z 43.10 88.68%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #299848: 1-Heptacosanol
57.0
111.0

m/z 83.10 82.16%

T \“\‘ ‘\‘ “\ T ‘ ‘!‘ 1 “P]DG\Z.\‘()\ ‘2\2\2\.(\)‘2\?\8.\0‘ TTTT ‘3\?\8.\()‘ T 1T ‘ T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #264236: n-Tetracosanol-1
57.0

5000

o

5000 1.0 m/z 55.10  80.65%
ol AL SoT0 2220 2080
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #308226: Octacosanol T —
83.C 24.50 25.00

m/z 97.10  78.66%

39.0
29. 1‘{ u\‘\ ] “1‘“95.0 250.0 307.0 392.0

O bl : L —r —
m/z--> 50 100 150 200 250 300 350 400 450 24.50 25.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_M\Data\BM122022\

Data File : BM@38146.D

Acq On : 20 Dec 2022 22:16
Operator : CG/JU

Sample : N6008-15

Misc

ALS vial : 13

Quant Method :
: SVOA CALIBRATION

Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120722.M

: 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 10 (DEL) Alkane: Straight-Chai... Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
26.485 17.37 ng/ul 1718820  Perylene-di12 24.027
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 91
2 Docosane, 11-butyl- 366 C26H54 013475-76-8 90
3 Eicosane 282 (C20H42 000112-95-8 90
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 90
5 Octadecane 254 C18H38 000593-45-3 87

Abundance Scan 3961 (26.485 min): BM038146.D\data.ms (-3954) (- | m/z 57.10 100.00%
57.1

8

5000
‘ H]l‘\ 16922252 283.1 340.1 407.5460.9 2650
0 ‘Hu“H‘JJ‘uhau T T T T T T T T m/z 43.10 59.48%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #212281: Docosane
57.0
5000 U
26.50
m/z 71.10 57.77%
oLl PP as002250 3100
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

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

:

Abundance #275544: Docosane, 11-butyl-
57.0
26.50
5000 ITI/Z 85.10 46.19%
113.0
o bbb L 00 %030
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #176386: Eicosane T
57.0 26.50
m/z 55.10 21.75%
5000 \»WNV¢MWM/\\/NUP\WWA
o | ‘ 1130 169.0 225.0 282.0
‘H“‘H“‘H“‘H“‘H“‘H“‘H“‘H“‘H“‘H ——
m/z--> 50 100 150 200 250 300 350 400 450 26.50

SFAM-EPA-BM120722.M Wed Dec 21 16:19:13 2022 Page: 14



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38146.D

Acqg On : 20 Dec 2022 22:16
Operator : CG/JU

Sample : N6008-15

Misc

ALS vial : 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120722.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|
n-Hexadecanoic ... 18.286 11.5 ng/ul 1426570 4 17.410 2489520 20.0
cis-Vaccenic acid 19.439 3.1 ng/ul 382323 4 17.410 2489520 20.0
Octadecanoic acid 19.556 5.4 ng/ul 634374 5 21.574 2354610 20.0
5H-Furo[3,2-g][... 19.939 7.2 ng/ul 846361 5 21.574 2354618 20.0
(DEL) Alkane: C... 21.262 10.5 ng/ul 1237730 5 21.574 2354610 20.0
(DEL) Alkane: S... 23.238 12.2 ng/ul 1208500 6 24.027 1978770 20.0
unknown-01 24.521 21.8 ng/ul 2154790 6 24.027 1978770 20.0
(DEL) Alkane: S... 24.609 17.4 ng/ul 1720480 6 24.027 1978770 20.0
1-Heptacosanol 24.715 7.7 ng/ul 762555 6 24.027 1978770 20.0
(DEL) Alkane: S... 26.485 17.4 ng/ul 1718820 6 24.027 1978770 20.0
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