LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31822\
Data File : BG@52752.D

Acqg On : 19 Mar 2022 19:38
Operator : CG/JU

Sample : N1820-07

Misc :

ALS Vvial : 54 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_ G\Methods\SFAM-EPA-BG031822.M
Title : SVOA CALIBRATION

Signal : TIC: BGO52752.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.981 97 101 111 rBV 111940 197007 18.33% 1.638%
2 5.032 278 280 281 rBV 2841 2048 0.19% 0.017%
3 5.226 310 313 314 rBV3 1824 1908 0.18% 0.016%
4 5.238 314 315 320 rvB3 3456 3220 0.30% 0.027%
5 6.272 489 491 492 rBV 2137 1510 ©0.14% 0.013%
6 7.288 657 664 673 rBV 171712 292653 27.23% 2.433%
7 7.376 675 678 681 rVB3 1661 1697 0.16% 0.014%
8 7.464 687 694 709 rBV 116945 207904 19.35%  1.728%
9 7.623 718 721 723 rBV4 1157 1482 0.14% 0.012%
106 7.676 723 730 740 rVB2 150613 266546 24.80%  2.216%
11 8.146 803 810 817 rVB 157317 271378 25.25%  2.256%
12 8.839 921 928 936 rVB 194705 336829 31.34% 2.800%
13 9.303 999 1007 1015 rBV 147529 267973 24.94% 2.227%
14  9.385 1019 1021 1023 rBV2 1205 1464 0.14% 0.012%
15 9.462 1033 1034 1037 rBV2 1727 1885 ©.18% 0.016%
16 9.585 1051 1055 1059 rBv4 1241 2349 0.22% 020%
17 9.749 1079 1083 1088 rVB4 4465 7147 0.67% 059%

18 10.031 1122 1131 1139 rBV 121953 214970 20.00%
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19 10.572 1215 1223 1232 rBV 195863 352067 32.76% 926%
20 10.730 1246 1250 1252 rBV 1800 2165 0.20% 018%
21 10.960 1282 1289 1297 rVB 203869 384434 35.77%  3.195%
22 11.083 1297 1310 1319 rBV2 178094 338440 31.49% 2.813%
23 11.770 1423 1427 1429 rVB2 1217 1480 0.14% 0.012%
24 12.369 1525 1529 1533 rVB2 2747 4136 ©.38% 0.034%
25 12.534 1551 1557 1562 rBV3 4533 7104 0.66% ©.059%
26 12.922 1620 1623 1627 rVB2 1063 1591 0.15% 0.013%
27 13.162 1662 1664 1669 rBV3 1331 1989 0.19% 0.017%
28 13.309 1686 1689 1694 rVB2 1679 3131 0.29% 0.026%
29 13.591 1733 1737 1743 rVB3 6413 9069 0.84% 0.075%
30 13.744 1757 1763 1766 rVB3 1027 2200 0.20% 0.018%
31 14.161 1828 1834 1841 rBV 358849 540086 50.26% 4.489%
32 14.396 1871 1874 1876 rBV3 2085 1649 0.15% 0.014%
33 14.461 1878 1885 1893 rVB 401544 634955 59.09% 5.278%
34 14.654 1913 1918 1924 rVB4 1898 3719 ©.35% 0.031%
4.

35 14.766 1930 1937 1945 rVB 339463 534436 49.73%

36 14.931 1958 1965 1973 rBV 165064 256241 23.84% 2.130%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31822\
Data File : BG@52752.D

Acqg On : 19 Mar 2022 19:38
Operator : CG/JU

Sample : N1820-07

Misc :

ALS Vvial : 54 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_ G\Methods\SFAM-EPA-BG031822.M
Title : SVOA CALIBRATION
37 15.160 2001 2004 2009 rBvV2 1514 2172 0.20% ©0.018%
38 15.354 2034 2037 2039 rBvV2 1596 1791 0.17% 0.015%
39 15.559 2070 2072 2076 rVB2 2110 2458 0.23% 0.020%
40 15.606 2078 2080 2085 rVB4 1748 1811 0.17% 0.015%
41 15.753 2099 2105 2113 rBV 508604 802873 74.71% 6.673%
42 15.853 2116 2122 2129 rVB 127414 192193 17.88% 1.597%
43 16.000 2143 2147 2150 rVB4 2560 3299 0.31% 0.027%
44 16.164 2171 2175 2180 rVB3 1010 1705 0.16% 0.014%
45 16.476 2225 2228 2231 rVB2 1459 1557 0.14% 0.013%
46 16.899 2297 2300 2304 rVB3 1381 2299 0.21% 0.019%
47 16.975 2311 2313 2316 rVB2 1570 1741 0.16% 0.014%
48 17.227 2354 2356 2359 rBV3 1651 2518 0.23% 0.021%
49 17.257 2359 2361 2365 rVB3 1721 2091 0.19% 0.017%
50 17.509 2397 2404 2411 rBV 461856 693028 64.49% 5.760%
51 17.609 2414 2421 2428 rVV 584791 894373 83.23% 7.434%
52 17.680 2431 2433 2435 rVWVv2 4316 4182 0.39% 0.035%
53 17.721 2437 2440 2443 rBvV2 1472 1604 0.15% 0.013%
54 18.167 2514 2516 2520 rvVvB3 5607 6819 0.63% 0.057%
55 18.244 2528 2529 2534 rBV2 1279 2505 0.23% 0.021%
56 18.385 2548 2553 2563 rBV2 69374 103766 9.66% 0.862%
57 18.537 2575 2579 2581 rBvV2 3014 3401 0.32% 0.028%
58 18.825 2625 2628 2631 rBV5 2586 3124 0.29% 0.026%
59 19.054 2665 2667 2671 rBV5 2754 2859 0.27% 0.024%
60 19.166 2684 2686 2688 rBV3 3105 2933  0.27% 0.024%
61 19.248 2698 2700 2702 rVB3 2646 2034 0.19% 0.017%
62 19.331 2712 2714 2715 rBV2 3207 1638 0.15% 0.014%
63 19.454 2731 2735 2739 rBv4 9298 12304 1.14% 0.102%
64 19.536 2742 2749 2753 rBV3 16691 31527 2.93% 0.262%
65 19.654 2765 2769 2774 rBV4 19730 23801 2.21% 0.198%
66 19.889 2803 2809 2815 rBV 746679 1074637 100.00%  8.932%
67 21.428 3066 3071 3078 rBvV2 165381 242722 22.59% 2.017%
68 21.798 3128 3134 3141 rVB 449242 769405 71.60%  6.395%
69 23.313 3386 3392 3400 rBV2 149389 298886 27.81% 2.484%
70 24.888 3651 3660 3670 rVB2 359925 995673 92.65%  8.276%

71 25.117 3691 3699 3709 rVB2 249216 682350 63.50% 5.672%

Sum of corrected areas: 12030941
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31822\
Data File : BG@52752.D

Acqg On : 19 Mar 2022 19:38
Operator : CG/JU

Sample : N1820-07

Misc

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©31822.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG052752.D\data.ms
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100000
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Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 1050 1100 11.50 1200 1250
Abundance TIC: BG052752.D\data.ms
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400000
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Abundance TIC: BG052752.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31822\
Data File : BG@52752.D

Acqg On : 19 Mar 2022 19:38
Operator : CG/JU

Sample : N1820-07

Misc

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©31822.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.385 2.99 ng/ul 103766  Phenanthrene-di10 17.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 52
4 Pentadecanoic acid 242 C15H3002 001002-84-2 43
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 43

Abundance Scan 2553 (18.385 min): BG052752.D\data.ms (-2548) (-  m/z 73.15 100.00%

73.2
43.1
5000
213.3
‘ H 157.3185.2 256.3  18.00 18.50
S m/z 60.15  75.54%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T L
18.00 18.50
157.0 195 02130 256.0 m/z 43.15 68.71%
0 ‘\\Hi‘}‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143509: n-Hexadecanoic acid
43.0 73.0
18.00 18.50
5000 256.0 ITI/Z 55.15 65.87%
213.0
‘ ‘ ‘ 157.0 185.0
ol Al
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92068: Tridecanoic acid
43.0 73.0 18.00 18.50
' m/z 57.15 61.90%
5000
129.0
‘ ‘ 171.0 214.0
101.0
0?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31822\
Data File : BG@52752.D

Acqg On : 19 Mar 2022 19:38
Operator : CG/JU

Sample : N1820-07

Misc

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©31822.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 2 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.428 6.31 ng/ul 242722  Chrysene-di2 21.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 98
2 5-Eicosene, (E)- 280 C20H40 074685-30-6 95
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
4 Cyclotetracosane 336 C24H48 000297-03-0 93
5 1-Nonadecene 266 C19H38 018435-45-5 91

Abundance Scan 3071 (21.428 min): BG052752.D\data.ms (-3066) (-  m/z 55.10 100.00%

551
97.2
5000
21.50
392 282.1 :
ol ikt “‘ b 2928 RRS 856 7 s7.10 94.78%
m/z--> 50 100 150 200 250 300 350
Abundance #173731: 3-Eicosene, (E)-
57.0
97.0
5000 L
21.50
m/z 83.15 91.52%
0 L‘ || ‘ ‘ M | 1390 1820 2240 2800
mlz--> 50 100 150 200 250 300 350
Abundance #173729: 5-Eicosene, (E)-
55.0
e
21.50
5000 97.0 m/z 43.15  90.16%
oL LAl 350 13202050 o0
mlz--> 50 100 150 200 250 300 350
Abundance #292190: Trichloroacetic acid, hexadecyl ester T
43.0 21.50
m/z 69.10 80.97%
5000
m/z--> 50 100 150 200 250 300 350 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31822\
Data File : BG@52752.D

Acqg On : 19 Mar 2022 19:38
Operator : CG/JU

Sample : N1820-07

Misc

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©31822.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 13-Docosenamide, (Z)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
23.313 7.77 ng/ul 298886  Chrysene-di2 21.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 97
2 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 83
3 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 81
4 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 72
5 Palmitoleamide 253 C16H31NO 106010-22-4 64

Abundance Scan 3392 (23.313 min): BG052752.D\data.ms (-3386) (-  m/z 59.10 100.00%

59.1
5000
= =
‘ ‘ ‘ : 07.1 23.00 23.50
oqu‘”'"“wwwu‘2?993"‘29;?“”H_Wwf’?‘?',' m/z 72.15  75.42%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #245085: 13-Docosenamide, (Z)-
59.0
5000 — SR
23.00 23.50
‘ m/z 55.15 58.26%
337.0
()H fm\““lmfh\‘}[‘\f\\‘fz\éfo‘\o\\\‘\\‘\M‘\\\\‘\\\\‘\\\\‘\\\\’
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #245083: 13-Docosenamide, (2)-
59.0
‘M\ T ‘ T
23.00 23.50
5000 m/z 43.15 41.47%
‘ ) 337.0
ob M es0 20 L
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #174775: 9-Octadecenamide, (2)- T ]
59.0 23.00 23.50
m/z 41.15 38.17%
5000 ﬂj\VMMJLWMMMA
0 \“’ ‘Jmmluﬂ h\ 184.0 281.0 [RYSveovat Wy —r

‘\\\\‘\\\‘\\\\‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’ ‘ T T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 23.00 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31822\
Data File : BG@52752.D

Acqg On : 19 Mar 2022 19:38
Operator : CG/JU

Sample : N1820-07

Misc

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG031822.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 ... 18.385 3.0 ng/ul 103766 4 17.509 693028 20.0
(DEL) Alkane: S... 21.428 6.3 ng/ul 242722 5 21.798 769405 20.0
13-Docosenamide... 23.313 7.8 ng/ul 298886 5 21.798 769405 20.0
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