LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@61124\
Data File : BM@45980.D

Acqg On : 11 Jun 2024 17:41
Operator : MA/JU

Sample : P2642-12

Misc :

ALS vial : 6 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@45980.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.040 7 9 17 rVB3 15317 24420 ©0.93% 0.085%
2 3.463 78 81 97 rBvV2 111967 309168 11.78% 1.074%
3 3.722 123 125 130 rVB5 8715 12560 0.48% 0.044%
4 4.081 184 186 189 rBV4 2427 3547 0.14% 0.012%
5 4.146 193 197 199 rBvV3 5807 6878 0.26% 0.024%
6 4.234 205 212 218 rBvV4 6893 18208 0.69% 0.063%
7 5.281 388 390 393 rVB3 3311 2679 0.10% 0.009%
8 5.510 427 429 434 rVB5S 2347 4182 0.16% 0.015%
9 5.940 499 502 505 rBv4 2067 2711 0.10% 0.009%
106 6.287 559 561 564 rBv4 2661 3507 0.13% 0.012%
11 6.398 577 580 582 rBV3 2769 3220 0.12% 0.011%
12 6.698 624 631 644 rBvV 286168 605725 23.08% 2.105%
13 6.810 644 650 665 rVB 197801 405263 15.44%  1.408%
14 7.004 676 683 693 rBV 302549 538738 20.53% 1.872%
15 7.439 750 757 770 rBV 412104 705115 26.86% 2.450%
16 7.569 774 779 780 rBv4 4467 6058 0.23% 0.021%
17 7.686 795 799 802 rBV6 1705 2810 0.11% 0.010%
18 7.781 812 815 817 rVB4 3159 3153  0.12% 0.011%
19 8.210 882 888 904 rBvV 368411 729334 27.79% 2.534%
20 8.610 949 956 972 rBV 344806 615960 23.47% 2.140%
21 8.810 986 990 995 rBV6 4087 8772 0.33% 0.030%
22 9.022 1023 1026 1030 rVB7 2507 3361 0.13% 0.012%
23 9.228 1056 1061 1063 rBV6 3783 6745 0.26% 0.023%
24  9.275 1063 1069 1070 rVV5 8907 16316 0.62% 0.057%
25 9.322 1070 1077 1090 rVB 268080 510260 19.44% 1.773%
26 9.575 1118 1120 1123 rBv4 3375 3114 0.12% 011%

27 9.875 1164 1171 1184 rBV 347718 720680 27.46%
28 10.210 1221 1228 1242 rBV 617186 1074467 40.94%
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29 10.398 1252 1260 1286 rBV 299063 754790 28.76% 623%
30 10.739 1317 1318 1322 rVB4 2174 2671 0.10% 009%
31 10.875 1336 1341 1346 rBV7 4282 9419 0.36% 0.033%
32 10.951 1352 1354 1358 rVB5 3305 2937 0.11% 0.010%
33 11.033 1363 1368 1376 rBv4 21537 55300 2.11% 0.192%
34 11.604 1461 1465 1466 rBV3 3624 4015 0.15% ©0.014%
35 11.680 1475 1478 1480 rVB4 2821 3367 ©.13% 0.012%
36 11.704 1480 1482 1485 rBV2 2469 2818 0.11% 0.010%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@61124\
Data File : BM@45980.D

Acqg On : 11 Jun 2024 17:41

Operator : MA/JU

Sample : P2642-12

Misc

ALS vial : 6 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 11.827 1496 1503 1510 rBV8 7048 15913 0.61% 0.055%
38 12.939 1686 1692 1696 rBV6 5466 8728 0.33% 0.030%
39 13.410 1768 1772 1774 rBV5 1996 2859 0.11% 0.010%
40 13.539 1787 1794 1807 rBV 768487 1172104 44.66% 4.073%
41 13.774 1828 1834 1845 rBV 904874 1357722 51.73% 4.718%
42 14.015 1873 1875 1879 rBV5 4213 5391 0.21% 0.019%
43 14.086 1879 1887 1895 rVV 974238 1423337 54.23% 4.946%
44 14.157 1895 1899 1906 rVB1e 18859 33831 1.29% 0.118%
45 14.386 1927 1938 1954 rBV 285635 661745 25.21%  2.300%
46 14.574 1967 1970 1972 rBvV4 3189 3633 0.14% 0.013%
47 14.662 1983 1985 1988 rVB4 3693 3802 0.14% 0.013%
48 14.721 1990 1995 1997 rBV6 2463 3097 0.12% 0.011%
49 14.910 2024 2027 2029 rBvV3 4341 4889 0.19% 0.017%
50 14.968 2033 2037 2041 rVB6 6021 10071 0.38% 0.035%
51 15.086 2051 2057 2065 rBV 1139697 1653985 63.02% 5.747%
52 15.227 2073 2081 2094 rBV 316866 482766 18.39% 1.678%
53 15.315 2094 2096 2101 rVVé6 5790 12180 0.46% 0.042%
54 15.362 2103 2104 2109 rVvV5 6985 8349 0.32% 0.029%
55 15.521 2128 2131 2132 rBV3 3545 3117 0.12% 0.011%
56 15.833 2181 2184 2188 rBV5 7463 11391 0.43% 0.040%
57 15.868 2188 2190 2195 rVB4 4246 5407 ©.21% 0.019%
58 15.974 2206 2208 2210 rvVvB3 4845 3276 0.12% 0.011%
59 16.027 2215 2217 2220 rVB4 3082 2997 0.11% 0.010%
60 16.080 2223 2226 2231 rVB6 6299 7428 0.28% 0.026%
61 16.292 2259 2262 2263 rBV3 3337 2817 0.11% 0.010%
62 16.380 2274 2277 2279 rBV4 4658 5713 0.22% 0.020%
63 16.509 2296 2299 2301 rVB4 4953 5087 0.19% 0.018%
64 16.580 2307 2311 2315 rBV6 4648 6095 0.23% 0.021%
65 16.621 2315 2318 2322 rBV6 7288 11197 0.43% 0.039%
66 16.656 2322 2324 2327 rVB4 6039 5543 0.21% 0.019%
67 16.727 2333 2336 2339 rBV4 13164 16354 0.62% 0.057%
68 16.762 2339 2342 2345 rVV5 7570 10732 0.41% 0.037%
69 16.833 2347 2354 2358 rVV 1260564 1739986 66.29% 6.046%
70 16.868 2358 2360 2364 rVV 63383 81817 3.12% 0.284%
71 16.927 2364 2370 2383 rVB 1227985 1811238 69.01% 6.294%
72 17.021 2383 2386 2389 rBVS5 10787 14092 0.54% 0.049%
73 17.156 2405 2409 2412 rBV5 5836 9117 0.35% 0.032%
74 17.298 2429 2433 2435 rBV4 13334 14028 ©.53% 0.049%
75 17.321 2435 2437 2440 rVB4 6383 7154 0.27% 0.025%
76 17.439 2452 2457 2463 rVB7 29427 59981 2.29% 0.208%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@61124\
Data File : BM@45980.D

Acqg On : 11 Jun 2024 17:41
Operator : MA/JU

Sample : P2642-12

Misc :

ALS vial : 6 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 17.527 2469 2472 2475 rBV3 12831 15676 0.60% 0.054%
78 17.562 2475 2478 2484 rVB8 12095 18190 0.69% 0.063%
79 17.639 2490 2491 2495 rVB4 5365 5091 0.19% 0.018%
80 17.709 2495 2503 2506 rBV7 11772 25022 0.95% 0.087%
81 17.762 2507 2512 2523 rBV2 173184 344606 13.13% 1.197%
82 17.909 2532 2537 2540 rBV6 34643 54053 2.06% 0.188%
83 17.968 2544 2547 2550 rVB4 20805 24252 0.92% 0.084%
84 18.009 2552 2554 2560 rVB7 11059 15228 ©0.58% 0.053%
85 18.198 2582 2586 2591 rBV6 23960 41772  1.59% 0.145%
86 18.303 2601 2604 2606 rVVv4 9265 9580 0.36% 0.033%
87 18.339 2607 2610 2613 rVV5 10324 12974 0.49% 0.045%
88 18.368 2613 2615 2621 rVB5 13977 17464 0.67% 0.061%
89 18.509 2635 2639 2643 rVB6 13895 21128 0.80% 0.073%
90 18.633 2656 2660 2663 rBV6 10332 16990 0.65% 0.059%
91 18.774 2680 2684 2685 rBv4 19279 24984 0.95% 0.087%
92 18.862 2697 2699 2700 rBV 10664 7756 0.30% 0.027%
93 18.892 2700 2704 2709 rVB 103493 140525 5.35% 0.488%
94 19.050 2726 2731 2740 rBV 100829 223368 8.51% 0.776%
95 19.227 2756 2761 2771 rBV 1722853 2438673 92.91% 8.474%
96 20.262 2934 2937 2940 rBV3 37914 44725 1.70% 0.155%
97 20.762 3018 3022 3027 rBV3 96313 164534 6.27% 0.572%
98 21.039 3064 3069 3075 rBV 1640362 2198474 83.76% 7.640%
99 23.562 3491 3498 3505 rBV2 1175227 2406498 91.69% 8.362%
100 23.744 3521 3529 3543 rVB 1149807 2624679 100.00% 9.121%

Sum of corrected areas: 28777479
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@61124\

BM@45980.D
: 11 Jun 2024 17:41
: MA/JU
. P2642-12
: 6 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM053124.MA.M

: SVOA CALIBRATION

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

Abundance TIC: BM045980.D\data.ms
1500000
1000000
10.210
500000 7.439
8.210
669@004 8.610 9.875 0398
3.463
0040 3.72244a8284 5.281510 5.94(65 @FD8 BEB61 889@ 1mm@ng§711mﬂam7
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 1150 12.00 12.50
Abundance TIC: BM045980.D\data.ms
19.227 21.039
1500000
168337
15.086
14.086
1000000 13.774
13.539
500000
20.762
20.262
93913.4 R Tt 30 e i AT :
R R I E i e e e e e e e e e L e e e o B A A e A
Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BM045980.D\data.ms
2
1500000 39?%44
1000000
SOOOOOJJLhN/“JJ
O\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\’\\\\\\\\‘\\\\‘\\\\\\\\’\\\\\\\\‘\\\\‘\\\\\\\\‘\\\\\
Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@61124\
Data File : BM@45980.D

Acqg On : 11 Jun 2024 17:41
Operator : MA/JU

Sample : P2642-12

Misc

ALS vial : 6 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.
17.762 3.96 ng/ul 344606 Phenanthrene-d10 16.833
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 62
5 Tridecanoic acid 214 C13H2602 000638-53-9 55

Abundance Scan 2512 (17.762 min): BM045980.D\data.ms (-2507) (- | m/z 42.95 100.00%

43.0
5000

3.0 129.0 191.9 s
256.1 17.50 18.00

o E— HM “‘\\H\‘\ ‘\uh‘mL - ‘m‘ “\}‘Lw‘ ‘L‘\‘ B K ‘:‘35"5‘" m/z 41.00 80.59%

mi/z--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
430 256.0

5000 T ——
129.0 17.50 18.00
3.0 213.0 m/z 54.95 77.08%
171.0 ‘
0 : ‘M\‘M \“ T “\ \“ \‘\H“ oy “\ ™ ‘\ LA
m/z--> 50 100 150 200 250 300 350
Abundance #143509: n-Hexadecanoic acid
T —
17.50 18.00
5000 256.0 m/z 73.00 73.16%
129.0
30 213.0
‘ 171.0
YN 101 1 OV PR
m/z--> 50 100 150 200 250 300 350
Abundance #143507: n-Hexadecanoic acid T ——
43.0 17.50 18.00

m/z 60.00 72.59%

5000
3.0 129.0 s15.0 2560
M\M‘ 17%9 \
0 Ay

e
m/z--> 50 100 150 200 250 300 350 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@61124\
Data File : BM@45980.D

Acqg On : 11 Jun 2024 17:41
Operator : MA/JU

Sample : P2642-12

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@53124 .MA.M

: SVOA CALIBRATION

: 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, 2-(2-hyd... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.050 2.03 ng/ul 223368 Chrysene-di2 21.038
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 74
2 Octadecanoic acid 284 C18H3602 000057-11-4 68
3 Isopropyl palmitate 298 C19H3802 000142-91-6 59
4 Heneicosanoic acid 326 C21H4202 002363-71-5 53
5 Octadecanoic acid 284 C18H3602 000057-11-4 53
Abundance Scan 2731 (19.050 min): BM045980.D\data.ms (-2726) (- | m/z 43.00 100.00%
43.0
5000 M,JMW
3.0 129.0 : :
241.1 ‘ ‘
184.9 284.1325.7 19.00
ol m/z 55.00  77.80%
miz--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e
43.0
5000 ——
284.0 19.00
3.0 1290 m/z 41.00 76.82%
‘ 185.0 2410
O “““ \Hh““ J““H‘l \‘ T ‘\ \‘ \‘\ “ \‘ oy \‘ “\ t \‘\ T ‘3\7\2\.'
miz--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0
T \
19.00
5000 129.0 m/z 57.00 72.22%
29.0 185.0 549 284.0
ol L L L
m/z--> 50 100 150 200 250 300 350
Abundance #197285: Isopropyl palmitate T ‘
43.0 19.00
102.0 m/z 60.00 66.72%
5000
256.0
157.0 213.0
oL ‘h“ \M‘\“ \\‘\‘ L L i ‘\‘ i “H , ?9?9‘ Vi Wy e, ‘
m/z--> 50 100 150 200 250 300 350 19.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@61124\
Data File : BM@45980.D

Acqg On : 11 Jun 2024 17:41
Operator : MA/JU

Sample : P2642-12

Misc

ALS vial : 6 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 ... 17.762 4.0 ng/ul 344606 4 16.833 1739990 20.0
Octadecanoic ac... 19.050 2.0 ng/ul 223368 5 21.038 2198470 20.0
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