LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@61324\
Data File : BM046020.D

Acqg On : 13 Jun 2024 12:40
Operator : MA/JU

Sample : P2648-09 20X

Misc :

ALS vial : 4 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-BM053124.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@46020.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.14e 24 26 28 rBv2 3853 2918 0.16% 0.026%
2 3.722 121 125 131 rVBS 8298 14585 0.78% 0.129%
3 3.881 151 152 154 rBvV2 3411 2996 0.16% 0.027%
4 4,205 205 207 209 rBvV3 3394 3851 ©0.21% 0.034%
5 4.434 245 246 250 rBV4 2699 3152  0.17% 0.028%
6 5.475 420 423 425 rBV4 3072 3217 0.17% 0.029%
7 5.687 456 459 461 rVB4 2597 3000 0.16% 0.027%
8 6.722 630 635 636 rBVS 7893 11048 ©0.59% 0.098%
9 6.740 636 638 643 rVB5 5140 6203 0.33% 0.055%
106 6.828 650 653 655 rBv4d 5772 6548 ©0.35% 0.058%
11 7.010 679 684 690 rVW6 11538 21219 1.14% 0.188%
12 7.434 749 756 769 rBV 330122 583205 31.22% 5.176%
13 7.651 792 793 796 rBV3 3035 2819 0.15% 0.025%
14 8.240 887 893 895 rBV5 10297 15706 0.84% 0.139%
15 8.634 955 960 964 rBv4 9523 17694 0.95% 0.157%
16 9.281 1067 1070 1073 rVV5 2074 2786 0.15% 0.025%
17 9.334 1073 1079 1086 rVB7 8561 17886 ©0.96% 0.159%
18 9.798 1156 1158 1162 rVB4 2347 2788 0.15% 0.025%
19 9.934 1173 1181 1184 rBV7 6816 13970 0.75% 0.124%
20 10.204 1220 1227 1243 rBV 377543 802472 42.96% 7.122%
21 11.169 1387 1391 1394 rVB5 2840 2981 0.16% 0.026%
22 11.786 1492 1496 1498 rVB3 2096 2986 0.16% 0.026%
23 11.822 1498 1502 1504 rBv4 2356 2671 0.14% 0.024%
24 11.910 1511 1517 1522 rVVv7 3678 9059 0.49% 0.080%
25 12.116 1548 1552 1558 rBV7 4458 7370 0.39% 0.065%
26 12.957 1692 1695 1699 rBV6 2638 4567 0.24% 0.041%
27 13.116 1713 1722 1725 rBV7 2946 6754 0.36% 0.060%
28 13.404 1769 1771 1775 rVV5 3790 3954 0.21% 0.035%
29 13.563 1790 1798 1807 rBV 24205 50826 2.72% 0.451%
30 13.775 1830 1834 1838 rBV2 32152 49669 2.66% 0.441%
31 13.939 1856 1862 1864 rBV5 1424 2771 0.15% 0.025%
32 14.027 1872 1877 1878 rBV5 3361 4801 0.26% 0.043%
33 14.080 1880 1886 1895 rVV 602491 993307 53.18%  8.815%
34 14.145 1895 1897 1902 rVB4 7868 9729 0.52% 0.086%
35 14.345 1927 1931 1936 rVB7 2315 4725 0.25% 0.042%
36 14.433 1941 1946 1949 rBV7 3765 6695 0.36% 0.059%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@61324\
Data File : BM046020.D

Acqg On : 13 Jun 2024 12:40
Operator : MA/JU

Sample : P2648-09 20X

Misc :

ALS vial : 4 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-BM053124.MA.M
Title : SVOA CALIBRATION
37 14.504 1952 1958 1966 rvva8 7211 15759 0.84% 0.140%
38 14.592 1969 1973 1981 rvv8 9616 25018 1.34% 0.222%
39 14.716 1993 1994 1999 rVB4 2988 3012 0.16% 0.027%
40 14.780 2002 2005 2007 rBV4 2931 3121 0.17% 0.028%
41 14.969 2032 2037 2041 rVB7 3818 8300 0.44% 0.074%
42 15.092 2053 2058 2063 rBv2 39345 62744 3.36% 0.557%
43 15.145 2065 2067 2073 rVB6 10571 16678 ©0.89% 0.148%
44 15.239 2077 2083 2092 rBvVi1e 9545 22539 1.21% 0.200%
45 15.451 2116 2119 2124 rVB5 3816 5111 0.27% 0.045%
46 15.592 2141 2143 2148 rBV6 2924 4506 0.24% 0.040%
47 15.786 2172 2176 2178 rBV5 3486 3410 0.18% 0.030%
48 15.833 2180 2184 2187 rBV5 5655 8815 0.47% 0.078%
49 15.998 2209 2212 2213 rVWV2 4440 4340 0.23% 0.039%
50 16.127 2230 2234 2237 rBV5 3320 6282 0.34% 0.056%
51 16.192 2241 2245 2249 rVB6 3392 5953 0.32% 0.053%
52 16.233 2249 2252 2254 rBvV3 2454 3043 0.16% 0.027%
53 16.298 2260 2263 2266 rBV5 5978 10016 ©.54% ©0.089%
54 16.410 2279 2282 2284 rVB4 3337 2841 0.15% ©0.025%
55 16.504 2292 2298 2303 rVB5 10461 18177 ©0.97% 0.161%
56 16.574 2309 2310 2314 rVB3 3789 3511 0.19% 0.031%
57 16.616 2314 2317 2319 rBV4 4790 5728 ©.31% 0.051%
58 16.651 2319 2323 2328 rVB4 7239 10983 0.59% 0.097%
59 16.780 2340 2345 2347 rBV5 5104 7190 0.38% 0.064%

60 16.827 2347 2353 2357 rVV 851834 1198386 64.16% 10.635%

61 16.868 2357 2360 2366 rVV 159029 235542 12.61% 2.090%
62 16.927 2366 2370 2374 rW 45593 80428 4.31% 0.714%
63 16.963 2374 2376 2382 rVV 38042 56430 3.02% 0.501%
64 17.045 2384 2390 2391 rBV4 4748 6650 0.36% 0.059%
65 17.157 2405 2409 2410 rVB4 3961 3501 0.19% ©0.031%
66 17.257 2420 2426 2434 rBV2 16286 34564 1.85% 0.307%
67 17.357 2440 2443 2444 rBV2 3709 3015 0.16% 0.027%
68 17.404 2449 2451 2453 rVV3 3171 2914 0.16% 0.026%
69 17.427 2453 2455 2460 rVB6 4104 5583 0.30% 0.050%
70 17.527 2467 2472 2474 rBVS5 6596 9046 0.48% 0.080%
71 17.627 2485 2489 2490 rBV4 4482 4336 ©.23% 0.038%
72 17.704 2498 2502 2506 rBv4 20504 31434 1.68% 0.279%
73 17.757 2506 2511 2519 rVV2 190508 359192 19.23%  3.188%
74 17.821 2519 2522 2528 rVV3 49175 100781 5.40%  ©.894%
75 17.892 2530 2534 2538 rVv4 38061 74898 4.01% 0.665%
76 17.933 2538 2541 2547 rVB4 21542 39953 2.14% 0.355%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@61324\
Data File : BM046020.D

Acqg On : 13 Jun 2024 12:40
Operator : MA/JU

Sample : P2648-09 20X

Misc :

ALS vial : 4 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-BM053124.MA.M
Title : SVOA CALIBRATION

77 18.210 2584 2588 2592 rBV3 20437 28242 1.51% 0.251%
78 18.257 2593 2596 2601 rVB3 20264 30061 1.61% 0.267%
79 18.298 2601 2603 2605 rBV3 5262 4717 0.25% 0.042%
80 18.327 2606 2608 2616 rVB9 8667 14682 0.79% 0.130%
81 18.415 2621 2623 2626 rBv4 4453 3101 0.17% 0.028%
82 18.504 2635 2638 2641 rBV4 11638 15279 0.82% 0.136%
83 18.545 2642 2645 2647 rVV3 5217 6968 0.37% 0.062%
84 18.633 2656 2660 2663 rBV2 17330 22856 1.22% 0.203%
85 18.768 2679 2683 2690 rBV3 20191 38457 2.06% 0.341%
86 18.892 2698 2704 2713 rBV 327218 460836 24.67% 4.090%
87 19.045 2725 2730 2738 rBV3 97900 196111 10.50% 1.740%
88 19.227 2756 2761 2762 rBV2 109135 130480 6.99% 1.158%
89 19.251 2762 2765 2770 rVB 225320 309505 16.57% 2.747%
90 19.439 2794 2797 2801 rBV2 16278 23132 1.24% 0.205%
91 19.721 2841 2845 2846 rBv4 29168 33510 1.79% 0.297%
92 19.915 2875 2878 2880 rBV3 26123 26921 1.44% 0.239%
93 20.051 2898 2901 2905 rBV 34832 49738 2.66% 0.441%
94 20.327 2944 2948 2951 rBV2 88994 110367 5.91% 0.979%
95 20.509 2976 2979 2984 rVB 57887 74006 3.96% 0.657%

96 20.968 3054 3057 3061 rBV = 122232 163434 8.75% 1.450%
97 21.039 3062 3069 3073 rVV2 1161336 1867752 100.00% 16.576%
98 21.074 3073 3075 3080 rVB 202183 249643 13.37%  2.216%
99 22.892 3379 3384 3390 rBV = 202932 482997 25.86% 4.286%
100 23.739 3520 3528 3538 rVB 761135 1720536 92.12% 15.269%

Sum of corrected areas: 11267989
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@61324\
Data File : BM@46020.D

Acqg On : 13 Jun 2024 12:40
Operator : MA/JU

Sample : P2648-09 20X

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@53124.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM046020.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@61324\
Data File : BM@46020.D

Acqg On : 13 Jun 2024 12:40
Operator : MA/JU

Sample : P2648-09 20X

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@53124.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.757 5.99 ng/ul 359192  Phenanthrene-d10 16.827
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 92
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89

Abundance Scan 2511 (17.757 min): BM046020.D\data.ms (-2506) (- | m/z 42.95 100.00%
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5000 192.0
129.0 :

M 256.1 17.50 18.00
0L ‘NM m/z 40.95 84.99%
m/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
17.50 18.00
97.0 m/z 73.00 79.37%

H 171 0 213.0 256.0
oL— i““ H \‘\ \\hH\ ‘H‘\ il ‘ ‘ ‘ . \‘ “‘ T “\‘ N
miz--> 50 150 200 250
Abundance #143508.n—Hexadecanok:add
43.0 73.
0 0 256.0

17.50 18.00

5000 m/z 55.00 77 .98%
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0! Sl | “ “ “‘u\‘ “\‘ b | “ . /‘AL
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Abundance #143509: n-Hexadecanoic acid R T
43.0 73.0 17.50 18.00

m/z 59.95 77.32%

5000 256.0
129.0
213.0
0 “ “\‘ M‘u HM‘ \\MH \H‘\ Ll \ u L | y —T

miz--> 50 100 150 200 250 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@61324\
Data File : BM@46020.D

Acqg On : 13 Jun 2024 12:40

Operator : MA/JU

Sample : P2648-09 20X

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@53124 .MA.M
: 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 Octadecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
19.045  2.16 ng/ul 196111 Chryseme-diz 21.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 octadecanoic acid 284 Cl8H3602 000057-11-4 99

2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 95
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 74
5 Octadecanoic acid 284 C18H3602 000057-11-4 62
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Abundance Scan 2730 (19.045 min): BM046020.D\data.ms (-2725) (-
3
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T \
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T \
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0! “1‘““\‘“1 ‘\“‘ | ““ - ‘L‘ . ‘L‘ —
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Abundance #179093: Octadecanoic acid
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ol \“‘ gl iy | M ald H“‘ b ‘L “ L “ I - “‘ — m/jk/w
miz--> 50 100 150 200 250 300
Abundance #179092: Octadecanoic acid —— ‘
43.0 19.00
m/z 59.95 65.27%
5000
3.0 129.0 284.0
185.0 241.0
ok h‘ H H!‘\ ‘\m uh\‘\‘ M‘ bl [ “‘ I “‘ ““ L R i
m/z--> 50 100 150 200 250 300 19.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@61324\
Data File : BM046020.D

Acqg On : 13 Jun 2024 12:40
Operator : MA/JU

Sample : P2648-09 20X

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@53124.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|
n-Hexadecanoic ... 17.757 6.0 ng/ul 359192 4 16.827 1198390 20.0
Octadecanoic acid 19.045 2.1 ng/ul 196111 5 21.039 1867750 20.0
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