LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\
Data File : BN@23777.D

Acqg On : 24 Jan 2023 15:09
Operator : CG/JU

Sample : 01226-14

Misc :

ALS Vvial : 31 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@23777.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 27 31 41 rVB 39340 59732 1.03% 0.117%
2 3.699 102 104 121 rBV 202385 323807 5.57% 0.632%
3  3.928 138 143 149 rVB 17287 28876 ©.50% 0.056%
4 4.028 156 160 167 rVB 13951 19579 ©0.34% 0.038%
5 4.411 222 225 231 rVB7 4035 5923 0.10% 0.012%
6 5.364 383 387 390 rBvV2 8032 13167 ©.23% 0.026%
7 7.052 667 674 685 rVB 175642 278490 4.79% 0.543%
8 7.216 695 702 713 rBV 682412 1027233 17.68% 2.004%
9 7.410 728 735 743 rBV 640147 1015748 17.48% 1.982%
10 7.887 809 816 824 rBV 695922 1077458 18.54% 2.102%
11  8.599 931 937 946 rBV 526231 809714 13.93% 1.580%
12 8.799 965 971 978 rBV3 5585 10476 0.18% 0.020%
13 9.057 1007 1015 1026 rBV 792775 1299547 22.36% 2.536%
14  9.540 1091 1097 1105 rBV7 7978 17693 ©0.30% 0.035%
15 9.781 1131 1138 1151 rBV 624692 1037796 17.86% 2.025%
16 10.010 1170 1177 1184 rVBS8 2356 6730 0.12% 013%

17 10.316 1221 1229 1245 rBV 954494 1528315 26.30%
18 10.699 1284 1294 1302 rBV 896988 1488450 25.61%
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19 10.840 1310 1318 1336 rBV 875715 1421501 24.46% 774%
20 11.210 1375 1381 1390 rBV5 11462 21609 0.37% 042%
21 11.487 1423 1428 1435 rBV6 4210 8174 0.14% 0.016%
22 12.287 1557 1564 1568 rBV 17478 27959 0.48% 0.055%
23 12.893 1661 1667 1671 rBV6 3504 6081 ©0.10% 0.012%
24 13.945 1835 1846 1861 rBV 2002778 2783384 47.90% 5.431%
25 14.063 1861 1866 1867 rBV5 5101 6855 0.12% 0.013%
26 14.134 1874 1878 1882 rVB2 5180 7295 0.13% 0.014%
27 14.228 1887 1894 1906 rVV 2204139 3102770 53.39% 6.054%
28 14.416 1921 1926 1930 rBV7 4227 8965 0.15% 0.017%
29 14.534 1938 1946 1954 rBV 1378348 2011759 34.62%  3.925%
30 14.616 1957 1960 1965 rVB7 5896 10986 ©0.19% 0.021%

31 14.734 1974 1980 1990 rBV 175811 291618 5.02% ©.569%

32 14.892 2004 2007 2012 rBV6 9314 11410 0.20% ©0.022%
33 14.951 2012 2017 2021 rBV7 10386 16551 ©.28% 0.032%
34 15.363 2083 2087 2095 rVB10 7259 18445 ©.32% ©0.036%

35 15.528 2108 2115 2127 rBV 2900749 3998725 68.81% 7.802%

36 15.645 2129 2135 2144 rBV 1062030 1408408 24.24%  2.748%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\
Data File : BN@23777.D

Acqg On : 24 Jan 2023 15:09
Operator : CG/JU

Sample : 01226-14

Misc :

ALS Vvial : 31 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 15.769 2151 2156 2163 rVB2 16849 30305 ©0.52% 0.059%
38 15.892 2171 2177 2187 rBV 576704 763233 13.13% 1.489%
39 16.234 2231 2235 2242 rVB1o 8190 18278 0.31% 0.036%
40 16.457 2270 2273 2277 rVB 22867 27776 0.48% 0.054%
41 16.681 2306 2311 2314 rBV7 11580 16988 ©0.29% 0.033%
42 16.957 2355 2358 2362 rBV6 8642 12962 0.22% 0.025%
43 17.033 2368 2371 2374 rBVv4 10589 15012 ©0.26% ©0.029%
44 17.157 2389 2392 2395 rBV5S 5624 7884 0.14% 0.015%
45 17.281 2407 2413 2423 rBV 1708433 2380145 40.96% 4.644%
46 17.381 2423 2430 2439 rBV2 3279741 4525167 77.87% 8.830%
47 17.563 2459 2461 2467 rVB2 8181 8409 0.14% 0.016%
48 17.657 2475 2477 2483 rVB5 11864 13594 0.23% 0.027%
49 17.951 2524 2527 2531 rVB5 9361 11255 0.19% 0.022%
50 18.045 2540 2543 2547 rBV6 15342 23198 0.40% 0.045%
51 18.175 2560 2565 2574 rBV 321520 512944  8.83% 1.001%
52 19.239 2742 2746 2753 rVB2 45513 59112 1.02% 0.115%
53 19.310 2754 2758 2760 rBV 47059 65720 1.13% 0.128%
54 19.451 2778 2782 2793 rBV 234214 356607 6.14% 0.696%
55 19.675 2814 2820 2831 rBV 3639801 4956291 85.29% 9.671%
56 21.174 3072 3075 3090 rVB 439374 596922 10.27% 1.165%
57 21.474 3121 3126 3132 rBV 2251701 2770847 47.68% 5.407%
58 22.721 3335 3338 3345 rVB 162731 223701 3.85% 0.436%
59 23.733 3502 3510 3521 rBV2 2869316 5811308 100.00% 11.339%
60 23.880 3529 3535 3545 rVB2 1478848 2830407 48.71% 5.523%

Sum of corrected areas: 51249294
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\
Data File : BN@23777.D

Acq On : 24 Jan 2023 15:09
Operator : CG/JU

Sample : 01226-14

Misc

ALS Vial : 31 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: BN023777.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\
Data File : BN@23777.D

Acq On : 24 Jan 2023 15:09
Operator : CG/JU

Sample : 01226-14

Misc

ALS Vial : 31 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
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Peak Number 1 Benzophenone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.892 7.59 ng/ul 763233  Acenaphthene-di0 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 91
5 Benzophenone 182 C13H1e0 000119-61-9 91
Abundance Scan 2177 (15.892 min): BN023777.D\data.ms (-2171) (| m/z 105.00 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\
Data File : BN@23777.D

Acq On : 24 Jan 2023 15:09
Operator : CG/JU

Sample : 01226-14

Misc

ALS Vial : 31 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
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Peak Number 2 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.175 4.31 ng/ul 512944  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 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
5 Tridecanoic acid 214 C13H2602 000638-53-9 95

Abundance Scan 2565 (18.175 min): BN023777.D\data.ms (-2560) (- m/z 73.00 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\
Data File : BN@23777.D

Acq On : 24 Jan 2023 15:09
Operator : CG/JU

Sample : 01226-14

Misc

ALS Vial : 31 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
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Peak Number 3 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.451 2.57 ng/ul 356607  Chrysene-di12 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 99
4 Octadecanoic acid 284 (C18H3602 000057-11-4 95
5 Pentadecanoic acid 242 C15H3002 001002-84-2 93
Abundance Scan 2782 (19.451 min): BN023777.D\data.ms (-2778) (- m/z 73.00 100.00%
5000 129.0 Jm
185.1 241.2 7
‘ 284.1 19.50
ob-38 b L b L3800 4 e 97.14%
miz--> 50 100 150 200 250 300
Abundance #179089: Octadecanoic acid
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0’ “‘1‘”“\““ \“‘\ \‘ \“\ “ rrty \L‘ T \L\ T T
miz—-> 50 100 150 200 250 300
Abundance #179093: Octadecanoic acid
73.0
=
19.50
129.0
5000 280 284.0 m/z 57.00  75.93%
185.0 241.0
miz--> 50 100 150 200 250 300
Abundance #179091: Octadecanoic acid T
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m/z 41.00 73.37%
5000 129.0
3.0
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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@23777.D

Acq On : 24 Jan 2023 15:09
Operator : CG/JU

Sample : 01226-14

Misc

ALS Vial : 31 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
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Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.174 4.31 ng/ul 596922  Chrysene-d12 21.474
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 94
2 Pentacos-1-ene 350 C25H50 016980-85-1 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 91

Abundance Scan 3075 (21.174 min): BN023777.D\data.ms (-3072) (- m/z 57.10 100.00%
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ol 1“4%610238029203640
mi/z--> 50 100 150 200 250 300 350 400
Abundance #259982: Pentacos-1-ene
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T —
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350.0
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m/z--> 50 100 150 200 250 300 350 400
Abundance #215083: 1-Heneicosanol T T
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\
Data File : BN@23777.D

Acqg On : 24 Jan 2023 15:09
Operator : CG/JU

Sample : 01226-14

Misc

ALS vial : 31 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 15.892 7.6 ng/ul 763233 3 14.534 2011760 20.0
n-Hexadecanoic ... 18.175 4.3 ng/ul 512944 4 17.281 2380150 20.0
Octadecanoic acid  19.451 2.6 ng/ul 356607 5 21.474 2770850 20.0
(DEL) Alkane: S... 21.174 4.3 ng/ul 596922 5 21.474 2770850 20.0
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