LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
Data File : BM@48275.D

Acqg On : 29 Oct 2024 04:25
Operator : RC/JU

Sample : P4529-17

Misc :

ALS Vvial : 29 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-BM102624.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@48275.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.17e 27 31 38 rVB 51276 65235 1.93% 0.146%
2 3.587 99 102 117 rBV 580807 857913 25.36% 1.921%
3 3.911 153 157 162 rVB 14859 19809 0.59% 0.044%
4 4.846 311 316 325 rvB7 9894 17758 ©.52% 0.040%
5 6.063 522 523 530 rvB7 3679 5184 0.15% 0.012%
6 6.893 657 664 677 rBV 644100 1127864 33.34% 2.526%
7 7.052 683 691 702 rBV 578566 929426 27.47% 2.082%
8 7.252 718 725 739 rBV 696655 1140627 33.71% 2.555%
9 7.716 797 804 813 rBV 828851 1324264 39.14% 2.966%
106 7.787 814 816 818 rVB3 3842 3435 0.10% ©0.008%
11 7.975 842 848 851 rBV7 6501 13302 0.39% 0.030%
12 8.434 919 926 942 rBV 803966 1395836 41.26% 3.126%
13 8.563 947 948 952 rVB4 2758 3559 0.11% ©0.008%
14 8.799 985 988 992 rVB5 2738 3788 0.11% 0.008%
15 8.875 992 1001 1012 rBV 636534 1092222 32.28% 2.446%
16 8.952 1012 1014 1019 rVB5 5566 6694 0.20% 0.015%
17 9.052 1025 1031 1037 rVB9 5158 9661 ©0.29% 0.022%
18 9.299 1066 1073 1081 rVB5 12035 22875 0.68% 0.051%
19 9.446 1093 1098 1105 rBV2 31766 54026 1.60% 0.121%
20 9.593 1116 1123 1138 rBV 508501 892263 26.37% 1.998%
21 9.710 1138 1143 1148 rVB4 6057 12513 0.37% 028%

22 10.134 1208 1215 1228 rBV 722275 1327465 39.24%
23 10.504 1271 1278 1287 rBV 1173417 1960455 57.94%
24 10.563 1287 1288 1292 rVB4 4656 3822 0.11%
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25 10.646 1295 1302 1323 rBV 645951 1384226 40.91% 100%
26 11.087 1373 1377 1385 rBV9S 7431 16029 0.47% ©0.036%
27 11.787 1493 1496 1506 rBV5 7098 13860 ©.41% 0.031%
28 11.940 1521 1522 1527 rVB5 4133 4903 0.14% 0.011%
29 12.122 1547 1553 1559 rvv2 10395 23878 0.71% 0.053%
30 12.357 1589 1593 1598 rBV 10367 15581 ©.46% ©0.035%
31 12.816 1667 1671 1675 rBV5 5714 8687 0.26% 0.019%
32 12.910 1681 1687 1691 rVVvé6 2773 4599 0.14% 0.010%
33 12.969 1691 1697 1702 rVB7 4951 8618 ©0.25% 0.019%
34 13.192 1729 1735 1741 rBV5 8362 16590 ©.49% 0.037%
35 13.334 1755 1759 1763 rBV6 5451 10257 ©.30% 0.023%

36 13.775 1827 1834 1844 rBV 1299651 1952225 57.70% 4.372%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
Data File : BM@48275.D

Acqg On : 29 Oct 2024 04:25
Operator : RC/JU

Sample : P4529-17

Misc :

ALS Vvial : 29 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-BM102624.MA.M
Title : SVOA CALIBRATION
37 13.839 1844 1845 1851 rVB6 3844 4210 0.12% 0.009%
38 14.051 1871 1881 1893 rBV 1620631 2477156 73.22% 5.548%
39 14.157 1896 1899 1903 rVB5 3123 4467 0.13% 0.010%
40 14.269 1914 1918 1922 rVB5 6922 9908 0.29% 0.022%
41 14.357 1926 1933 1941 rBV 1686696 2548695 75.33% 5.708%
42 14.486 1951 1955 1959 rBvVv7 3484 4083 0.12% 0.009%
43 14.586 1966 1972 1992 rBV 243004 652514 19.29% 1.461%
44 14.786 2002 2006 2012 rVB8 9800 19629 0.58% 0.044%
45 15.169 2066 2071 2075 rBV5 6680 12584 0.37% 0.028%
46 15.216 2075 2079 2083 rVB5 7544 11231 0.33% 0.025%
47 15.351 2096 2102 2114 rBV 2035389 2995649 88.54% 6.709%
48 15.481 2118 2124 2135 rBV 448976 680281 20.11% 1.524%
49 15.592 2141 2143 2148 rVB6 7308 8970 0.27% 0.020%
50 15.722 2157 2165 2173 rBV 351966 479739 14.18% 1.074%
51 15.833 2183 2184 2189 rVvB3 3550 3465 0.10% ©0.008%
52 16.063 2221 2223 2224 rBV 4842 3486 0.10% 0.008%
53 16.092 2227 2228 2233 rW5 5181 8035 0.24% 0.018%
54 16.286 2256 2261 2266 rVB3 13390 21056 0.62% 0.047%
55 16.528 2296 2302 2305 rBV7 4211 7005 0.21% 0.016%
56 16.598 2311 2314 2317 rBV5 3412 3938 0.12% 0.009%
57 16.927 2367 2370 2378 rVB6 4056 9707 0.29% 0.022%
58 17.027 2383 2387 2392 rw7 8488 11271 0.33% 0.025%
59 17.104 2393 2400 2410 rVV 1943085 2769558 81.86% 6.203%
60 17.204 2410 2417 2429 rVV 1930132 2996249 88.56% 6.711%
61 17.310 2431 2435 2443 rVWW9 27175 55897 1.65% 0.125%
62 17.392 2447 2449 2453 rVB4 3604 4558 0.13% 0.010%
63 17.869 2529 2530 2537 rBV7 4407 5708 ©.17% 0.013%
64 17.945 2540 2543 2546 rBV5 4872 7105 0.21% 0.016%
65 17.998 2547 2552 2562 rBV 318748 506364 14.97% 1.134%
66 18.304 2599 2604 2606 rBv4 12035 17343 0.51% 0.039%
67 18.674 2664 2667 2671 rBV5 5226 7029 0.21% 0.016%
68 18.716 2672 2674 2680 rVB5 6401 7330 0.22% 0.016%
69 18.792 2683 2687 2689 rBV4 5562 7905 0.23% 0.018%
70 19.057 2728 2732 2737 rBV3 27998 42212 1.25% 0.095%
71 19.133 2741 2745 2747 rVWV2 38685 50516 1.49% 0.113%
72 19.157 2747 2749 2757 rVB 40366 63002 1.86% 0.141%
73 19.280 2766 2770 2776 rBV 73456 102952 3.04% 0.231%
74 19.492 2800 2806 2821 rBV 2372085 3383357 100.00% 7.578%
75 21.010 3060 3064 3075 rBV3 233517 419615 12.40%  0.940%

76 21.327 3112 3118 3129 rBV 1727184 2716573 80.29% 6.084%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
Data File : BM@48275.D

Acqg On : 29 Oct 2024 04:25
Operator : RC/JU

Sample : P4529-17

Misc

ALS Vvial : 29 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-BM102624.MA.M
Title : SVOA CALIBRATION

77 24.068 3576 3584 3601 rVB 1252809 2983661 88.19% 6.682%
78 24.274 3610 3619 3633 rVB 1063505 2776226 82.06% 6.218%

Sum of corrected areas: 44649688
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
Data File : BM@48275.D

Acqg On : 29 Oct 2024 04:25
Operator : RC/JU

Sample : P4529-17

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM102624.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM048275.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
Data File : BM@48275.D

Acqg On : 29 Oct 2024 04:25
Operator : RC/JU

Sample : P4529-17

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM102624.MA.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 Benzophenone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.722 3.76 ng/ul 479739  Acenaphthene-d10 14.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzophenone 182 C13H100 000119-61-9 96
3 Benzophenone 182 C13H100 000119-61-9 95
4 Benzophenone 182 C13H1e0 000119-61-9 91
5 Benzophenone 182 C13H1e0 000119-61-9 90
Abundance Scan 2165 (15.722 min): BM048275.D\data.ms (-2157) (- | m/z 105.10 100.00%
105.1
77.0
182.1
5000
51.0 — —
15.50 16.00
152.1
bbb L A2E0 S 20907 77,05 62.06%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
Data File : BM@48275.D

Acqg On : 29 Oct 2024 04:25
Operator : RC/JU

Sample : P4529-17

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM102624.MA.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.
17.998 3.66 ng/ul 506364  Phenanthrene-d10 17.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
5 Tridecanoic acid 214 C13H2602 000638-53-9 92

Abundance Scan 2552 (17.998 min): BM048275.D\data.ms (-2547) (- | m/z 73.05 100.00%
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Abundance #143509: n-Hexadecanoic acid
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Abundance #143508: n-Hexadecanoic acid =
3
43.0 73.0 256.0 18.00
m/z 55.05 67.53%
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0 A \hh‘\ H““\H\ \\‘ , “ “‘u\ T - “‘ =
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
Data File : BM@48275.D

Acqg On : 29 Oct 2024 04:25
Operator : RC/JU

Sample : P4529-17

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM102624.MA.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 Heptadecyl heptafluorobutyrate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21.010 3.09 ng/ul 419615  Chrysene-d12 21.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 91
5 Eicosyl trifluoroacetate 394 C22H41F302 1000351-75-2 91

Abundance Scan 3064 (21.010 min): BM048275.D\data.ms (-3060) (- | m/z 57.10 100.00%
57.1
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Abundance #326112: Heptadecy! heptafluorobutyrate
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Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
Data File : BM@48275.D

Acqg On : 29 Oct 2024 04:25
Operator : RC/JU

Sample : P4529-17

Misc

ALS Vvial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM102624.MA.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 15.722 3.8 ng/ul 479739 3 14.357 2548700 20.0
n-Hexadecanoic ... 17.998 3.7 ng/ul 506364 4 17.104 2769560 20.0
Heptadecyl hept... 21.010 3.1 ng/ul 419615 5 21.327 2716570 20.0
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