LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@91324\
Data File : BN@©33892.D

Acqg On : 13 Sep 2024 11:00
Operator : JU/RC

Sample : P3922-12

Misc :

ALS vial : 5 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©91124.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BN@33892.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.111 17 21 28 rVB 42523 53829 1.41% 0.139%
2 3.505 84 88 102 rBV 99702 167991 4.40% 0.434%
3 3.805 135 139 143 rVB 12884 16722 0.44% 0.043%
4 4.017 171 175 180 rBV3 12248 15265 0.40% 0.039%
5 4.334 225 229 234 rBV7 3342 4936 ©0.13% 0.013%
6 4.411 239 242 247 rVB3 7193 9597 0.25% 0.025%
7 4.675 285 287 294 rVB6 5086 8739 0.23% 0.023%
8 6.205 542 547 551 rBVS 2116 4399 0.12% 0.011%
9 6.516 595 600 603 rVB5 2469 4045 0.11% 0.010%
10 6.681 620 628 637 rBV 262496 420193 11.00% 1.084%
11 6.840 647 655 667 rBv 495021 758297 19.85% 1.957%
12 7.028 681 687 699 rBv 631195 984417 25.77% 2.541%
13 7.134 702 705 709 rVB4 4584 5909 0.15% 0.015%
14 7.493 758 766 775 rBV 694714 1072468 28.08% 2.768%
15 7.569 775 779 785 rBV3 15493 25147 0.66% 0.065%
16 7.893 829 834 840 rBVS8 2769 7017 0.18% 0.018%
17 8.199 878 886 895 rBV 598566 920781 24.11% 2.376%
18 8.634 951 960 968 rBV 581851 932696 24.42%  2.407%
19 8.769 980 983 988 rBV4 4468 7222 0.19% 0.019%
20 8.816 988 991 996 rVB6 5073 7616 0.20% 0.020%
21 9.087 1032 1037 1043 rVB4 7755 13366 ©0.35% 0.034%
22 9.210 1052 1058 1065 rBV2 38343 60895 1.59% 0.157%
23 9.346 1072 1081 1089 rBvV 484465 764813 20.02% 1.974%
24  9.505 1102 1108 1114 rVBS8 4292 8958 0.23% 0.023%
25 9.599 1119 1124 1130 rVB9 4325 7370  0.19% 0.019%

26 9.881 1165 1172 1186 rBV 779920 1219044 31.91%
27 10.046 1195 1200 1204 rBV7 4241 7324  0.19%
28 10.252 1227 1235 1244 rBV 912668 1471770 38.53%
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29 10.393 1250 1259 1271 rBV 423751 734720 19.23% 896%
30 10.816 1326 1331 1335 rBV6 7057 10705 0.28% 028%
31 11.081 1371 1376 1380 rBVS8 2542 5092 ©0.13% 0.013%
32 11.569 1452 1459 1463 rBV6 3129 6356 0.17% 0.016%
33 11.851 1502 1507 1512 rBV 12543 19176 ©.50% 0.049%
34 12.628 1634 1639 1645 rBV9 3485 6112 ©0.16% 0.016%
35 12.687 1645 1649 1653 rVVé6 2605 3833 0.10% ©0.010%
36 12.981 1693 1699 1704 rBV3 12421 16960 0.44% 0.044%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@91324\
Data File : BN@©33892.D

Acqg On : 13 Sep 2024 11:00
Operator : JU/RC

Sample : P3922-12

Misc :

ALS vial : 5 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©91124.MA.M
Title : SVOA CALIBRATION
37 13.557 1791 1797 1809 rBV 1299465 1732381 45.35% 4.471%
38 13.693 1817 1820 1824 rVB4 3778 4493 0.12% 0.012%
39 13.822 1835 1842 1856 rVV 1380373 1969498 51.56% 5.083%
40 14.069 1879 1884 1888 rVB3 12225 17644 0.46% 0.046%
41 14.134 1888 1895 1903 rBV 1274897 1859364 48.68% 4.799%
42 14.228 1907 1911 1915 rVB7 4571 8354 0.22% 0.022%
43 14.357 1927 1933 1951 rBV 209668 361723 9.47% 0.934%
44 14.510 1953 1959 1963 rVB7 6693 11329 0.30% 0.029%
45 14.587 1966 1972 1978 rBv4 28000 40441 1.06% ©0.104%
46 14.763 1998 2002 2004 rBV4 3178 3878 0.10% 0.010%
47 14.904 2022 2026 2030 rBV 15988 20433 0.53% 0.053%
48 14.975 2034 2038 2043 rVV7 5641 10418 0.27% 0.027%
49 15.028 2043 2047 2051 rVB5 8631 9926 0.26% 0.026%
50 15.140 2059 2066 2072 rBV 1702041 2468631 64.63% 6.371%
51 15.263 2081 2087 2095 rBV 576029 769907 20.16% 1.987%
52 15.375 2103 2106 2111 rVB4 10153 13428 0.35% 0.035%
53 15.510 2124 2129 2136 rBV 466149 620773 16.25% 1.602%
54 15.716 2160 2164 2165 rBV4 3509 3965 0.10% 0.010%
55 15.834 2182 2184 2188 rBV5 3221 5070 0.13% 0.013%
56 15.892 2191 2194 2197 rVWV5 6504 7527 0.20% 0.019%
57 15.922 2197 2199 2203 rVB5 3637 3876 ©0.10% 0.010%
58 16.075 2221 2225 2231 rVB4 8556 13788 0.36% 0.036%
59 16.328 2261 2268 2276 rVB2 23336 40994 1.07% 0.106%
60 16.639 2317 2321 2322 rBV3 3320 4563 0.12% 0.012%
61 16.681 2326 2328 2334 rVB5 7450 11043 0.29% 0.029%
62 16.775 2341 2344 2348 rVB6 4006 5476 0.14% 0.014%
63 16.816 2348 2351 2354 rBV5S 2909 4876 ©0.13% 0.013%
64 16.892 2358 2364 2373 rVV 1576002 2196756 57.51% 5.670%
65 16.986 2373 2380 2393 rVV 1967037 2763746 72.35% 7.133%
66 17.092 2395 2398 2403 rVV6 11936 18553 0.49% 0.048%
67 17.145 2405 2407 2412 rVB5 7787 10787 0.28% 0.028%
68 17.292 2429 2432 2439 rVB8 13708 24326 0.64% 0.063%
69 17.551 2472 2476 2477 rBV4 3822 5813 0.15% 0.015%
70 17.586 2479 2482 2490 rVB9 5628 10319 0.27% 0.027%
71 17.686 2496 2499 2508 rBV9 10788 20811 0.54% 0.054%
72 17.816 2516 2521 2529 rBV 305070 457681 11.98% 1.181%
73 18.110 2568 2571 2578 rVB7 14808 29290 0.77% 0.076%
74 18.263 2593 2597 2603 rBV9 9958 20054 0.52% 0.052%
75 18.492 2633 2636 2639 rBv4 8667 9421 0.25% 0.024%
76 18.651 2661 2663 2664 rBV2 7877 6454 0.17% 0.017%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@91324\
Data File : BN@©33892.D

Acqg On : 13 Sep 2024 11:00
Operator : JU/RC

Sample : P3922-12

Misc

ALS vial : 5 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©91124.MA.M
Title : SVOA CALIBRATION

77 18.857 2694 2698 2703 rBV3 26725 37103 0.97% 0.096%
78 18.928 2706 2710 2714 rBV2 32959 46559  1.22% ©0.120%
79 18.992 2718 2721 2724 rBV4 15643 18366 0.48% 0.047%
80 19.116 2737 2742 2750 rBV 112387 163607 4.28% 0.422%
81 19.298 2767 2773 2781 rVB 2547068 3324710 87.04%  8.581%
82 20.851 3033 3037 3044 rBV 239291 327891 8.58% 0.846%
83 21.127 3078 3084 3090 rBV 1887697 2660577 69.65% 6.867%
84 23.716 3515 3524 3536 rVB 1690698 3819843 100.00% 9.859%
85 23.904 3548 3556 3564 rBV 1294494 2966237 77.65% 7.655%

Sum of corrected areas: 38746483
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LSC Report - Integrated Chromatogram
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©91324\
Data File : BN@33892.D

Acqg On : 13 Sep 2024 11:00

Operator : JU/RC

Sample : P3922-12

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124 .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 1 Benzophenone Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
15.510 6.68 ng/ul 620773  Acenaphthene-di10 14.134
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
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 91

Abundance Scan 2129 (15.510 min): BN033892.D\data.ms (-2124) (-  m/z 104.95 100.00%
105.0
77.0
5000 182.0
51.0
R T
15.50
152.1
bl L A2E0 SR 2079 sz 77.00 71.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 — =
15.50
51.0 m/z 182.00  49.46%
\\\‘2\7\.9\‘\\\\‘\\\H\“\\\\‘\‘\\\].‘2\\7.\(:\)‘1\\5}2\.(‘)\\\\‘H\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56922: Benzophenone
105.0
R \
77.0 15.50
5000 182.0 m/z 51.00 28.18%
51.0
210 | | | 127.0 1520 |
R A Al maaas s S
m/z--> 20 40 60 80 100 120 140 160 180 200 ,A
Abundance #56927: Benzophenone T
105.0 15.50
m/z 50.00 9.36%
77.0 182.0
5000
51.0
e e e ARTO TR I L,
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@91324\
Data File : BN©33892.D

Acqg On : 13 Sep 2024 11:00
Operator : JU/RC

Sample : P3922-12

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 2 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.816 4.17 ng/ul 457681  Phenanthrene-d10 16.892
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 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96

Abundance Scan 2521 (17.816 min): BN033892.D\data.ms (-2516) (- m/z 73.00 100.00%

73.0
43.0
5000
129.1
213.2 T T
‘ 1711 ‘ 256.1 17.50 18.00
“ : Hh“‘ ks ‘ | B TR m/z 60.00  84.84%
m/z--> 100 150 200 250
Abundance #143510:n-Hexadecanok:add
5000 129.0 T LT
17.50 18.00
97.0 1710 213.0 256.0 m/z 43.05 80.20%
HHM m\h”w u‘\ m‘ \\\‘\“ \“\‘\\“‘\\\\
m/z--> 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
— —

256.0
17.50 18.00
5000 m/z 41.05 66.07%
129.0
213.0
171 0
I L\“ Lqm‘hh\\\ m\‘hm - ‘ ‘ ‘ m‘ “\ T “
100

il

m/z--> 150 200 250
Abundance #143509: n-Hexadecanoic acid
43.0 73.0 17.50 18.00
m/z 55.00 65.99%
5000 256.0
129.0
213.0
‘ ‘ 1710
. “ H ‘\ H‘H ‘\H Il ‘M . “ “‘m‘ - \‘ — “ ‘ > ) I ‘
m/z--> 100 150 200 250 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@91324\
Data File : BN©33892.D

Acqg On : 13 Sep 2024 11:00
Operator : JU/RC

Sample : P3922-12

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.851 2.46 ng/ul 327891 Chrysene-d12 21.128
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Pentacos-1-ene 350 C25H50 016980-85-1 94
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
5 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94

Abundance Scan 3037 (20.851 min): BN033892.D\data.ms (-3033) (- m/z 57.10 100.00%

57.1
5000 111
= =
20.50 21.00
207.0 282.0
H‘ L) 499077 PR 3951 4150 4z 43.05  93.21%
mlz--> 50 100 150 200 250 300 350 400
Abundance #215083: 1-Heneicosano
55.0
5000 11.0 T T
20.50 21.00
m/z 83.05 87.57%
\\“\M\“‘\‘\‘\\““\“\“\‘h“‘\7\\0\‘\\\\2‘6\6\\0\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #264236: n-Tetracosanol-1
57.0
== =
20.50 21.00
5000 111.0 m/z 55.00  85.75%
AL A0T0 2220 3080
mfz--> 50 100 150 200 250 300 350 400
Abundance #259982: Pentacos-1-ene “ —
55.0 20.50 21.00
m/z 69.05 79.87%
5000 11.0 iﬂ
350.0
\ 1670 2640 N -
m/z--> 50 100 150 200 250 300 350 400 20.50 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@91324\
Data File : BN©33892.D

Acqg On : 13 Sep 2024 11:00
Operator : JU/RC

Sample : P3922-12

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@91124.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 15.510 6.7 ng/ul 620773 3 14.134 1859360 20.0
n-Hexadecanoic ... 17.816 4.2 ng/ul 457681 4 16.892 2196760 20.0
1-Heneicosanol 20.851 2.5 ng/ul 327891 5 21.128 2660580 20.0
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