LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM081222\
Data File : BM@36233.D

Acqg On : 12 Aug 2022 16:55
Operator : CG/JU

Sample : N4@95-01

Misc :

ALS Vvial : 11  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-BM@72522.M
Title : SVOA CALIBRATION

Signal : TIC: BM@36233.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.134 5 8 13 rVB4 13012 17268 ©0.32% 0.037%
2 3.216 18 22 30 rVB 53597 68653 1.29% 0.147%
3  3.663 95 98 111 rBV 57418 104256 1.95% ©.223%
4 3.869 129 133 139 rVB 25047 37486 ©.70% ©.080%
5 3.969 147 150 153 rVB 15009 17530 ©0.33% 0.037%
6 4.346 209 214 221 rBV 163549 220960 4.14% 0.472%
7 4.416 221 226 232 rVB 41774 53587 1.00% ©.115%
8 5.016 325 328 333 rBV6 6430 9474 0.18% 0.020%
9 5.428 395 398 401 rBV5 3932 6590 0.12% 0.014%
10 5.863 468 472 477 rBV3 7276 10946 0.20% ©0.023%
11 6.775 623 627 637 rBV9 8556 17525 0.33% 0.037%
12 6.934 649 654 658 rBvV2 26414 40204 0.75% 0.086%
13 7.010 661 667 677 rVW 144440 258991 4.85% 0.554%
14 7.151 685 691 703 rBV 662133 1057573 19.81% 2.261%
15 7.351 718 725 735 rBV 632660 1003417 18.79% 2.145%
16 7.422 735 737 745 rVV9 8017 17299 0.32% 0.037%
17 7.516 748 753 757 rW6 12043 20083 ©0.38% 0.043%
18 7.598 762 767 773 rVB7 5228 10267 ©0.19% 0.022%
19 7.816 797 804 813 rBV 751221 1163874 21.80% 2.488%
20 7.881 813 815 818 rVB4 4803 5368 ©.10% 0.011%
21  8.422 902 907 914 rBV2 31275 57827 1.08% 0.124%
22 8.551 922 929 944 rBV 435637 780879 14.62% 1.670%
23 8.928 987 993 995 rVB7 4110 6041 0.11% 0.013%
24 8.986 995 1003 1011 rBV 758093 1255152 23.51% 2.684%
25 9.151 1026 1031 1037 rBV8 11496 21104 0.40% 0.045%
26 9.381 1064 1070 1081 rVB 37587 63385 1.19% 0.136%
27 9.704 1117 1125 1138 rBV 554314 944364 17.69%  2.019%
28 10.098 1186 1192 1199 rBV 34248 57320 1.07% 0.123%
29 10.251 1212 1218 1241 rBV 758841 1367152 25.60% 2.923%
30 10.616 1273 1280 1286 rBV 1013789 1664366 31.17%  3.559%
31 10.663 1286 1288 1297 rVB 45559 74061 1.39% 0.158%
32 10.769 1299 1306 1326 rBV 752658 1394055 26.11% 2.981%
33 11.175 1372 1375 1380 rVB7 5999 8190 0.15% 0.018%
34 11.875 1488 1494 1504 rVB2 36621 57473 1.08% ©.123%
35 12.216 1545 1552 1558 rBvV2 13226 28526 ©.53% 0.061%
36 12.569 1605 1612 1620 rBV 16551 33665 ©0.63% 0.072%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM081222\
Data File : BM@36233.D

Acqg On : 12 Aug 2022 16:55
Operator : CG/JU

Sample : N4@95-01

Misc :

ALS Vvial : 11  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-BM@72522.M
Title : SVOA CALIBRATION
37 12.816 1649 1654 1659 rVB8 6081 10938 0.20% 0.023%
38 13.321 1734 1740 1743 rBV6 3627 6105 ©0.11% ©0.013%
39 13.433 1754 1759 1768 rBV8 3948 11768 0.22% 0.025%
40 13.710 1800 1806 1808 rBV6 7697 11921 0.22% 0.025%
41 13.880 1828 1835 1850 rBV 1614926 2282306 42.74%  4.880%
42 14.151 1869 1881 1897 rBV 1896449 2903109 54.37% 6.207%
43 14.280 1900 1903 1912 rVBS8 7451 13370 0.25% 0.029%
44 14.357 1912 1916 1919 rBV6 3886 6229 0.12% 0.013%
45 14.457 1927 1933 1943 rBV 1377824 2060195 38.58%  4.405%
46 14.710 1970 1976 1986 rBv2 51630 138630 2.60% 0.296%
47 15.174 2052 2055 2060 rVB7 5430 8964 0.17% 0.019%
48 15.257 2062 2069 2071 rBV3 15542 29999 0.56% 0.064%
49 15.451 2094 2102 2115 rBV 2608499 3647346 68.31% 7.798%
50 15.580 2119 2124 2137 rVWV 579079 905641 16.96% 1.936%
51 15.692 2140 2143 2152 rVB4 31102 62236 1.17% 0.133%
52 15.821 2163 2165 2170 rVB 11642 9934 0.19% 0.021%
53 16.180 2220 2226 2232 rBV6 28182 60814 1.14% 0.130%
54 16.668 2306 2309 2315 rVB5 18271 24549 0.46% 0.052%
55 16.957 2356 2358 2361 rBV3 10342 9278 0.17% 0.020%
56 17.204 2394 2400 2408 rBV 1689637 2344738 43.91% 5.013%
57 17.304 2411 2417 2429 rVB 2826059 4065332 76.13% 8.692%
58 17.874 2510 2514 2517 rVB3 47430 59376 1.11% 0.127%
59 18.104 2551 2553 2557 rVB5 18559 19170 0.36% 0.041%
60 19.162 2729 2733 2737 rBv2 40276 61326 1.15% 0.131%
61 19.598 2801 2807 2814 rBV 3613916 4764026 89.22% 10.186%
62 20.597 2974 2977 2982 rVB 103316 111764 2.09% 0.239%

63 21.386 3107 3111 3119 rBV 2062789 2583372 48.38% 5.523%
64 22.474 3292 3296 3303 rBV 356433 494704  9.26%  1.058%
65 23.574 3477 3483 3497 rVB2 2702790 5339773 100.00% 11.417%

66 23.727 3503 3509 3519 rVB2 1440235 2768899 51.85% 5.920%

Sum of corrected areas: 46770723
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81222\
Data File : BM@36233.D

Acq On : 12 Aug 2022 16:55
Operator : CG/JU

Sample : N4@95-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@72522.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM036233.D\data.ms
3500000

3000000
2500000
2000000

1500000

10.616
8.986 10.251 10.769

715@51
9.704
500000 8551
01346 3.66B/%9 Lﬁﬁ% 5016 5.428 5.863 67@3 10EEO ‘881 84 8. 151381 10.098 10663 11.175

Time--> 350 4.00 450 500 550 6.00 6.50 700 750 800 850 9.00 9,50 10.00 1050 11.00 11.50
Abundance TIC: BM036233.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81222\
Data File : BM@36233.D

Acq On : 12 Aug 2022 16:55
Operator : CG/JU

Sample : N4@95-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@72522.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 Hexanal Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.346 3.80 ng/ul 220960 1,4-Dichlorobenzene-d4 7.816

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexanal 100 C6H120 000066-25-1 90
2 Hexanal 100 C6H120 000066-25-1 86
3 Hexanal 100 C6H120 000066-25-1 83
4 Hexanal 100 C6H120 000066-25-1 83
5 Hexanal 100 C6H120 000066-25-1 53
Abundance Scan 214 (4.346 min): BM036233.D\data.ms (-209) (-) m/z 43.95 100.00%
44.0
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81222\
Data File : BM@36233.D

Acq On : 12 Aug 2022 16:55
Operator : CG/JU

Sample : N4@95-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@72522.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 13-Docosenamide, (Z)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
22.474 3.83 ng/ul 494704  Chrysene-d12 21.386
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 98
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 83
3 Palmitoleamide 253 C16H31NO 106010-22-4 64
4 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 64
5 Tetradecanamide 227 C14H29NO 000638-58-4 47
Abundance Scan 3296 (22.474 min): BM036233.D\data.ms (-3292) (- | m/z 59.00 100.00%
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ol H"“'”‘“m‘mH,HH,‘H‘_“?t—’f‘l‘wﬁ‘??‘?f‘?‘l‘ m/z 72.00 75.83%
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Abundance #245085: 13-Docosenamide, (Z)-
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Abundance #174775: 9-Octadecenamide, (Z)-
59.0
——
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Abundance #139496: Palmitoleamide —
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5000
‘ 126.0 2530
oL diliy o gm0 -
m/z--> 50 100 150 200 250 300 350 400 450 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM081222\
Data File : BM@36233.D

Acqg On : 12 Aug 2022 16:55
Operator : CG/JU

Sample : N4@95-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@72522.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|
Hexanal 4.346 3.8 ng/ul 220960 1 7.816 1163870 20.0
13-Docosenamide... 22.474 3.8 ng/ul 494704 5 21.386 2583370 20.0
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