LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100324\
Data File : BM@47826.D

Acqg On : 04 Oct 2024 03:11
Operator : RC/JU

Sample : P4084-17

Misc :

ALS Vvial : 25 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-BM092724.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@47826.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.252 41 45 52 rVB 56147 70465 1.20% 0.110%
2 3.681 115 118 133 rVB2 42281 76627 1.31% 0.120%
3 3.999 168 172 177 rVB 19677 26881 0.46% 0.042%
4 4.916 324 328 333 rVvB4 8471 15177 ©0.26% 0.024%
5 6.969 668 677 691 rBV 990606 1606624 27.45% 2.515%
6 7.134 698 705 713 rBV 829010 1311717 22.41% 2.054%
7 7.334 731 739 748 rBV 1022852 1602003 27.37% 2.508%
8 7.804 810 819 827 rBV 989976 1613189 27.56% 2.526%
9 7.869 827 830 834 rVB4 12093 18207 0.31% 0.029%
10 8.504 931 938 950 rBV 1217818 1991131 34.02% 3.117%
11  8.951 1007 1014 1025 rBV 962679 1622171 27.71%  2.540%
12 9.034 1027 1028 1033 rVB5 4850 6027 0.10% 0.009%
13 9.128 1041 1044 1046 rVB4 6508 5883 0.10% 0.009%
14  9.398 1086 1090 1095 rVB6 8214 16239 0.28% 0.025%
15 9.522 1105 1111 1117 rVB 55205 84403 1.44% 0.132%
16 9.675 1129 1137 1149 rBV 703274 1188026 20.30% 1.860%
17 9.845 1163 1166 1172 rBV6 4383 6479 0.11% 0.010%
18 10.092 1205 1208 1215 rVB7 4356 6770 0.12% 0.011%
19 10.216 1220 1229 1246 rBV 1221016 2030021 34.68% 3.178%
20 10.592 1286 1293 1302 rBV 1315002 2234188 38.17% 3.498%
21 10.728 1308 1316 1328 rBV 753288 1332811 22.77% 2.087%
22 11.133 1380 1385 1392 rBV4 23593 41662 0.71% 0.065%
23 11.986 1526 1530 1532 rBv4 5562 7120 0.12% 0.011%
24 12.033 1532 1538 1540 rVB6 4067 7293 0.12% 0.011%
25 12.180 1557 1563 1574 rVB3 22929 43083 0.74% 0.067%
26 12.798 1662 1668 1672 rBV8 5584 7567 0.13% 0.012%
27 13.045 1707 1710 1715 rBV5S 6305 9841 0.17% 0.015%
28 13.269 1743 1748 1754 rVV2 11725 17546 0.30% 0.027%
29 13.410 1766 1772 1778 rVB7 7557 12311 0.21% 0.019%
30 13.845 1840 1846 1854 rBV 1831203 2569015 43.89% 4.022%
31 13.968 1864 1867 1873 rVB8 5602 9508 0.16% 0.015%
32 14.127 1883 1894 1905 rBV 2572751 3788575 64.72% 5.931%
33 14.274 1915 1919 1923 rVB6 4638 9096 0.16% 0.014%
34 14.345 1926 1931 1935 rVB4 13655 17991 0.31% 0.028%
35 14.433 1940 1946 1956 rBV 1901271 2844357 48.59% 4.453%

36 14.627 1972 1979 1993 rBV 865203 1275270 21.79% 1.997%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100324\
Data File : BM@47826.D

Acqg On : 04 Oct 2024 03:11
Operator : RC/JU

Sample : P4084-17

Misc :

ALS Vvial : 25 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-BM092724.MA.M
Title : SVOA CALIBRATION
37 14.851 2012 2017 2022 rVB4 19812 31658 ©0.54% 0.050%
38 15.245 2077 2084 2088 rBV3 15350 29392 0.50% 0.046%
39 15.292 2088 2092 2096 rVB6 6640 11066 0.19% 0.017%
40 15.427 2107 2115 2122 rBV 3284193 4612331 78.79% 7.221%
41 15.539 2127 2134 2144 rVV 752165 1037006 17.72% 1.624%
42 15.668 2152 2156 2161 rVB3 15313 22039 0.38% 0.035%
43 15.792 2170 2177 2184 rBV 449137 630172 10.77% 0.987%
44 15.992 2204 2211 2212 rBV7 5306 7809 0.13% 0.012%
45 16.062 2220 2223 2227 rVB6 6054 7786 0.13% 0.012%
46 16.115 2227 2232 2236 rBV 26051 41584 0.71% 0.065%
47 16.210 2245 2248 2252 rVB6 6159 7039 0.12% 0.011%
48 16.351 2267 2272 2278 rBV 28505 40632 0.69% 0.064%
49 16.827 2348 2353 2357 rBv7 7942 13907 0.24% 0.022%
50 16.898 2361 2365 2367 rBV5 4369 6967 ©0.12% 0.011%
51 16.962 2367 2376 2381 rBvV8 7440 21136 0.36% 0.033%
52 17.098 2396 2399 2405 rVBS8 12146 15672 0.27% 0.025%
53 17.174 2405 2412 2419 rBV 2298649 3223909 55.08% 5.047%
54 17.274 2422 2429 2438 rBV 3426986 4940163 84.39% 7.734%
55 17.362 2442 2444 2448 rVB5 16701 18534 0.32% 0.029%
56 17.462 2457 2461 2465 rBV5 6511 11675 0.20% 0.018%
57 17.551 2471 2476 2478 rBV6 8638 13240 0.23% 0.021%
58 17.792 2515 2517 2521 rVB5 8022 9094 0.16% 0.014%
59 17.845 2523 2526 2532 rVB7 9464 13546 0.23% 0.021%
60 18.068 2558 2564 2574 rBV 530614 807341 13.79% 1.264%
61 18.374 2612 2616 2625 rVB7 18343 41429 0.71% ©0.065%
62 18.921 2705 2709 2713 rVB6 14162 22294 0.38% 0.035%
63 18.998 2720 2722 2727 rVB6 12279 14265 0.24% 0.022%
64 19.121 2740 2743 2750 rVB2 43441 57839 0.99% 0.091%
65 19.192 2751 2755 2760 rBV 53983 96144 1.64% 0.151%
66 19.339 2776 2780 2791 rBV2 106416 197221 3.37% 0.309%
67 19.556 2811 2817 2824 rBV 4324622 5827125 99.55% 9.123%
68 21.068 3070 3074 3084 rBV 671552 1032640 17.64% 1.617%
69 21.397 3124 3130 3143 rBV 2387171 3594238 61.40% 5.627%
70 24.191 3596 3605 3617 rVB 2377126 5853645 100.00% 9.165%

71 24.397 3632 3640 3651 rVB 1573684 4036719 68.96% 6.320%

Sum of corrected areas: 63872531
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100324\
: BM047826.D

: 04 Oct 2024 03:11

: RC/JU

: P4084-17

: 25  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.MA.M
Quant Title : SVOA CALIBRATION

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

Time-->
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3500000
3000000
2500000
2000000

1500000

6.9697.334 7.804 8.951
1000000 i7.13 9.675 10.728
500000{\‘
ol 2502 3.683.900 4,916 7,869 388968, 8U50 11133 1pw@Es0 12.7!

Abundance TIC: BM047826.D\data.ms

8.504 10.2180-592
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Time-->
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Abundance TIC: BM047826.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100324\
Data File : BM@47826.D

Acqg On : 04 Oct 2024 03:11
Operator : RC/JU

Sample : P4e84-17

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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 3
R.T. EstConc Area Relative to ISTD R.T.
15.792 4.43 ng/ul 630172  Acenaphthene-di10 14.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 95
3 Benzophenone 182 C13H100 000119-61-9 94
4 Benzophenone 182 C13H1e0 000119-61-9 91
5 Benzophenone 182 C13H1e0 000119-61-9 90
Abundance Scan 2177 (15.792 min): BM047826.D\data.ms (-2170) (- | m/z 105.10 100.00%
105.1
182.1
5000
51.1 — —
15.50 16.00
152.1 .
Ol b e 220 28L m/z 77.10 65.90%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56925: Benzophenone
105.0
182.0
5000 — —
15.50 16.00
51.0 m/z 182.10  53.98%
by 1920
OH\‘HH“HH‘H\‘\‘HH‘\\\‘\\H‘\H‘\’\\\\‘\H\‘HH‘HH‘HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56927: Benzophenone
105.0
—= —
182.0 15.50 16.00
5000 ' m/z 51.10 25.54%
51.0
‘ ‘ ‘ 152.0 ‘
Orrrprrrrprbrprrtrrr b e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56922: Benzophenone e —p—
105.0 15.50 16.00
m/z 181.10 8.79%
5000 182.0
51.0
od80 | | 1820
S e e e e e e — —
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100324\
Data File : BM@47826.D

Acqg On : 04 Oct 2024 03:11
Operator : RC/JU

Sample : P4e84-17

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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.
18.068 5.01 ng/ul 807341  Phenanthrene-di10 17.174
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 Tridecanoic acid 214 C13H2602 000638-53-9 95
4 Tetradecanoic acid 228 C14H2802 000544-63-8 94
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
Abundance Scan 2564 (18.068 min): BM047826.D\data.ms (-2558) (- | m/z 73.10 100.00%
43.0 73.1
5000
129.1
213.2 e ‘
L, 1T e
ok Al ol i) L] “u“ et m/z 43.05  92.50%
miz-> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 tTT
18.00
97.0 1710 2130 256.0 m/z 60.10 83.09%
[o ] em— “M‘ L, \\hu\ }‘H‘\‘ i ‘\ ‘ “‘ “ “‘ \‘ “‘ - “\‘ ——
miz--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
2 2
43.0 73.0 256.0
T \
18.00
5000 m/z 41.05 71.25%
129.0
213.0
‘ 171.0 ‘
oL “\ L{M“H\ M“ ) Ll sl ‘ “ “ “‘u\‘ - ‘ “
miz--> 50 100 150 200 250
Abundance #92069: Tridecanoic acid P ‘
73.0 18.00
43.0 m/z 57.05 70.25%
171.0
M ‘ 214.0
ol — ‘\‘ HJ‘HH h“ i ‘\m“\ i “ ‘n“ I “‘ | “\‘ e =
m/z--> 50 100 150 200 250 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100324\
Data File : BM@47826.D

Acqg On : 04 Oct 2024 03:11
Operator : RC/JU

Sample : P4e84-17

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.068 5.75 ng/ul 1032640  Chrysene-di12 21.397
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 97
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Heptacos-1-ene 378 C27H54 015306-27-1 94
4 1-Hexacosene 364 C26H52 018835-33-1 94
5 Nonacos-1-ene 406 C29H58 018835-35-3 94
Abundance Scan 3074 (21.068 min): BM047826.D\data.ms (-3070) (- | m/z 57.10 100.00%
57.1
5000
11.1 A\rﬁvw\JkkwkwwM
N \
21.00
207.1 2811
b \‘\ u??‘q‘_m_” o8l 46l nsz 43.05  90.21%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #173729: 5-Eicosene, (E)-
55.0
5000 — :
21.00
11.0 m/z 55.05 86.23%
O\\\‘\l\“\h\\“\ﬂ"\J‘\‘\]‘_G\?\q‘2\2\3\(\)‘\2\8\0\0‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #264236: n-Tetracosanol-1
57.0
T \
21.00
5000 HLo m/z 83.10  81.13%
ol LIS 02220 3080
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #286432: Heptacos-1-ene =
57.0 21.00
m/z 97.05 72.77%
5000 11.0 AL
3780
ol UL 670 2220 _J!
m/z--> 50 100 150 200 250 300 350 400 450 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100324\
Data File : BM@47826.D

Acqg On : 04 Oct 2024 03:11
Operator : RC/JU

Sample . P4084-17

Misc

ALS Vvial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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 15.792 4.4 ng/ul 630172 3 14.439 2844360 20.0
n-Hexadecanoic ... 18.068 5.0 ng/ul 807341 4 17.174 3223910 20.0
(DEL) Alkane: S... 21.068 5.8 ng/ul 1032640 5 21.397 3594240 20.0
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