LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101724\
Data File : BM@48116.D

Acqg On : 17 Oct 2024 21:42
Operator : RC/JU

Sample : P4380-07

Misc :

ALS Vvial : 17 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-BM101724.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@48116.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.240 39 43 54 rVB 51401 86335 0.42% 0.100%
2 3.657 110 114 128 rBV 163834 307791 1.49% 0.356%
3 3.975 164 168 173 rVB 17161 24944 0.12% 0.029%
4 4.904 321 326 334 rVB3 20812 33906 0.16% 0.039%
5 5.293 386 392 400 rVvB4 12037 23985 0.12% 0.028%
6 6.128 527 534 536 rBV6 13359 21983 0.11% 0.025%
7 6.157 536 539 544 rVB2 17809 27279 0.13% 0.032%
8 6.945 665 673 690 rBV 253038 506440 2.44% 0.585%
9 7.104 693 700 712 rBV 702169 1135810 5.48% 1.312%
106 7.304 728 734 745 rBV 838396 1409550 6.80% 1.629%
11 7.769 806 813 821 rBV 800615 1339921 6.47% 1.548%
12 7.839 821 825 831 rVBS5S 11903 23761 0.11% 0.027%
13 8.145 869 877 884 rBV 45159 77997 ©0.38% 0.090%
14 8.304 893 904 912 rBV2 49471 124743 0.60% 0.144%
15 8.481 927 934 942 rBV 739196 1269008 6.12% 1.466%
16 8.928 1002 1010 1018 rBV 739840 1293928 6.24% 1.495%
17 9.492 1101 1106 1111 rBV2 38883 59743 0.29% 0.069%
18 9.645 1124 1132 1142 rBV 658235 1118799 5.40% 1.293%
19 9.975 1182 1188 1196 rVB 10061 26867 0.13% 0.031%
20 10.186 1217 1224 1240 rBV 1029516 1889350 9.12% 2.183%

21 10.563 1280 1288 1291 rBV 1050107 1889541 9.12% 2.183%
22 10.616 1291 1297 1305 rVV 11403877 20725307 100.00% 23.948%
23 10.698 1305 1311 1331 rVB2 803500 1930111 9.31% 2.230%

24 11.839 1501 1505 1511 rBv4 14112 28749 0.14% 0.033%
25 12.145 1555 1557 1561 rWw 17717 25747 ©.12% ©.030%
26 12.227 1561 1571 1585 rVV2 529374 1060665 5.12% 1.226%
27 12.374 1586 1596 1601 rVV5 49138 116263 0.56% 0.134%
28 12.445 1602 1608 1616 rVB 338917 561876 2.71% ©.649%
29 13.245 1733 1744 1754 rBV2 163678 299806 1.45% 0.346%
30 13.439 1773 1777 1785 rVW2 11449 23181 0.11% 0.027%
31 13.568 1791 1799 1808 rBV3 34362 102312 0.49% 0.118%
32 13.727 1819 1826 1832 rBV2 53563 111416 ©.54% 0.129%
33 13.815 1832 1841 1851 rVB 1889284 2700109 13.03% 3.120%
34 13.963 1862 1866 1869 rBV 16907 23622 0.11% 0.027%
35 14.098 1879 1889 1901 rBV 2245257 3483924 16.81% 4.026%

36 14.404 1933 1941 1947 rBV 1578474 2423244 11.69% 2.800%

SFAM-EPA-BM101724 .MA.M Fri Oct 18 12:44:54 2024 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101724\
Data File : BM@48116.D

Acqg On : 17 Oct 2024 21:42
Operator : RC/JU

Sample : P4380-07

Misc :

ALS Vvial : 17 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-BM101724.MA.M
Title : SVOA CALIBRATION

37 14.468 1947 1952 1961 rVB 1864465 2790285 13.46%  3.224%
38 14.539 1961 1964 1969 rVB 20363 28793 0.14% 0.033%
39 14.627 1972 1979 1992 rBV2 158704 369633 1.78% 0.427%
40 14.804 2004 2009 2020 rVB 500133 752078 3.63% 0.869%

41 14.951 2031 2034 2040 rVV 13311 21023 0.10% 0.024%
42 15.021 2040 2046 2052 rVB1lo 17753 37139 0.18% 0.043%
43 15.398 2104 2110 2115 rBV 2840564 3996913 19.29% 4.618%
44 15.451 2115 2119 2126 rVB 620074 922514  4.45% 1.066%
45 15.521 2126 2131 2139 rBV 902496 1287921 6.21%  1.488%

46 15.762 2165 2172 2178 rBV 740902 1049079 5.06% 1.212%
47 15.892 2191 2194 2202 rVB3 28764 64269 ©.31% 0.074%
48 15.968 2203 2207 2213 rVB9 22710 35204 0.17% 0.041%
49 16.027 2214 2217 2224 rVB5 17129 24857 0.12% 0.029%
50 16.127 2224 2234 2239 rBV3 184911 372731 1.80% 0.431%
51 16.645 2317 2322 2329 rBV 172615 271395 1.31% ©.314%
52 16.780 2341 2345 2347 rBV3 20436 27465 0.13% 0.032%
53 16.968 2371 2377 2384 rVB2 66166 128996 0.62% 0.149%
54 17.098 2394 2399 2401 rBV 153591 217444 1.05% ©0.251%
55 17.145 2401 2407 2411 rVV 1808978 2755953 13.30%  3.185%
56 17.186 2411 2414 2419 rVV 583564 822426 3.97% 0.950%
57 17.245 2419 2424 2435 rVV2 2992901 4501424 21.72% 5.201%
58 17.345 2438 2441 2451 rVB2 53045 91665 0.44% 0.106%
59 17.551 2471 2476 2483 rVB 322026 480007 2.32% ©.555%
60 18.039 2554 2559 2568 rBV 587191 938291 4.53% 1.084%
61 18.221 2585 2590 2599 rVB 128687 219163 1.06% ©.253%
62 19.097 2736 2739 2746 rVB2 55837 78457 ©0.38% 0.091%
63 19.174 2749 2752 2753 rVWV 48951 57300 ©.28% 0.066%
64 19.203 2753 2757 2764 rVB 379652 539765 2.60% 0.624%
65 19.292 2769 2772 2774 rVV 183779 250063 1.21% ©.289%
66 19.315 2774 2776 2787 rVB2 285263 450455 2.17% 0.521%
67 19.533 2808 2813 2827 rBV 3495046 5409834 26.10% 6.251%
68 21.044 3068 3070 3079 rVB3 176987 246163 1.19% ©.284%
69 21.374 3120 3126 3137 rBV 1844386 2840612 13.71%  3.282%
70 22.744 3355 3359 3367 rVB5 192160 375772 1.81% 0.434%
71 24.156 3590 3599 3609 rVB 1952156 4803124 23.18% 5.550%

72 24.356 3626 3633 3644 rVB 1217156 2975350 14.36% 3.438%

Sum of corrected areas: 86541576
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101724\
Data File : BM@48116.D

Acqg On : 17 Oct 2024 21:42
Operator : RC/JU

Sample : P4380-07

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM101724.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM048116.D\data.ms
10.616
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Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BM048116.D\data.ms
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Abundance TIC: BM048116.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101724\
Data File : BM@48116.D

Acqg On : 17 Oct 2024 21:42
Operator : RC/JU

Sample : P4380-07

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM101724.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.
15.762  8.66 ng/ul 1049089 Acenaphthene-dio 14.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 c13Hie0 000119-61-9 97

2 Benzophenone 182 C13H100 000119-61-9 96
3 Benzophenone 182 C13H1e0 000119-61-9 95
4 Benzophenone 182 C13H1e0 000119-61-9 93

5 N-Methylbenzamide, N-trifluoroac... 231 C10H8F3NO2 1000446-91-5 47
Abundance Scan 2172 (15.762 min): BM048116.D\data.ms (-2165) (- | m/z 105.10 100.00%
105.1
182.1
5000
51.0 —r— ——
15.50 16.00
Ol 11423 | 2210 2811 34l .. 77 10 60.96%
miz--> 50 100 150 200 250 300
Abundance #56922: Benzophenone
105.0
5000 — —
182.0 15.50 16.00
51.0 m/z 182.16  55.75%
0\\‘\\}‘\\““\\“\\\\“\\\H\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #56925: Benzophenone
105.0
—— m—
182.0 15.50 16.00
5000 ITI/Z 51.05 22.91%
51.0
bttt b o e
m/z--> 50 100 150 200 250 300
Abundance #56927: Benzophenone e =
105.0 15.50 16.00
m/z 181.10 9.74%
182.0
5000
51.0
bt e AN
m/z--> 50 100 150 200 250 300 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101724\
Data File : BM@48116.D

Acqg On : 17 Oct 2024 21:42
Operator : RC/JU

Sample : P4380-07

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM101724.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.039 6.81 ng/ul 938291  Phenanthrene-d1e 17.145
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 99
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
5 Tridecanoic acid 214 C13H2602 000638-53-9 95
Abundance Scan 2559 (18.039 min): BM048116.D\data.ms (-2554) (- | m/z 73.10 100.00%
73.1
5000 129.0 “L
213.3 = ‘
Wi
o388 bl L L b 358 43,05 88.87%
miz--> 50 100 150 200 250 300 350
Abundance #143511: n-Hexadecanoic acid
73.0
129.0 256.0
5000 j '
213.0 18f00 |
171.0 m/Z 60.05 85.61%
il
0’ ”}“H\‘M ‘\““ T \“ \‘\““ \‘\‘\ T “\ LA I e
miz--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
60.0
T T
18.00
5000 129.0 m/Z 57.05 72.33%
171.0 213.0 256.0
ob—i, u“h\“ ;‘“‘w \“‘w Ll \ “ : “u SR
m/z--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid T
3
43.0 256.0 18.00
m/z 41.05 66.07%
5000
129.0
3.0 213.0
‘ 171.0 ‘
| ‘ \u‘ﬂ‘\\m I ‘ ‘ ‘u\ Ll ‘
0l N ——
m/z--> 50 100 150 200 250 300 350 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101724\
Data File : BM@48116.D

Acqg On : 17 Oct 2024 21:42
Operator : RC/JU

Sample : P4380-07

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM101724.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 4 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.315 3.17 ng/ul 450455  Chrysene-d12 21.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 Octadecanoic acid 284 C18H3602 000057-11-4 91
3 Octadecanoic acid 284 C18H3602 000057-11-4 91
4 Octadecanoic acid 284 C18H3602 000057-11-4 90
5 Octadecanoic acid 284 C18H3602 000057-11-4 83

Abundance Scan 2776 (19.315 min): BM048116.D\data.ms (-2774) (- | m/z 73.10 100.00%
3.1

73
5000 120.1
1852 241.3 - —
‘ ‘ 284.3 19.00 19.50
ol-38 AL ‘ bl 3831y 43,10 87.93%
100 150

m/z--> 50 200 250 300 350
Abundance #179090: Octadecanoic acid

5000 — —
1200 19.00 19.50
3.0 : 284.0 m/z 55.10  79.50%
‘ ‘ ‘ 18‘5 0 2410
O T ‘\ ‘ ‘ ‘ ‘ “h‘ ‘Hh L } \‘ ‘ ‘\ \‘ T “ 1 T ‘\ \‘ ‘ T T T ‘ T ‘ T T T 7T ‘ T
0

m/z--> 5 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid

— —
19.00 19.50
5000 129.0 m/z 57.10 76.48%
83.0
284.0
‘ 185.0 2410 ‘
0 . “‘H\\M M ‘ L ‘ “\‘\‘ ‘\‘\““““““

%

N
w
o

N
w
o

iy

m/z--> 5 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0 19.00 19.50
m/z 60.05 75.39%
5000 129.0
29. ‘ 185.0 549 284.0
0! HHM‘H‘\ L ‘\“‘ ‘\“‘ - ‘L‘H‘L“HH“ — s

m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Data Path :
Data File
Acqg On

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101724\
. BM@48116.D
: 17 Oct 2024 21:42

Operator : RC/JU

Sample
Misc
ALS vial : 17

Quant Method
Quant Title

TIC Library

. P4380-07

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM101724 .MA.M
: SVOA CALIBRATION

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 5 13-Docosenamide, (Z)- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
22.744 2.65 ng/ul 375772  Chrysene-d12 21.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 97
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 90
3 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 87
4 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 87
5 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 86

Abundance Scan 3359 (22.744 min): BM048116.D\data.ms (-3355) (- | m/z 59.10 100.00%
59.1
2250 2300
Ay} NWHmewlhw‘wﬂ“u%???w‘??YFH“?%??‘ m/z 72.85 69.23%
miz--> 50 100 150 200 250 300 350 400
Abundance #245085: 13-Docosenamide, (Z)-
59.0
5000 e =
22.50 23.00
m/z 55.10 62.21%
126.0
337.0
0 T \ f‘ H“ \N\“M“ m”\‘h\ ‘T‘ ‘\1\8\4:‘0 \2\49‘()\ \2\9\1-‘0\ f \\\ ‘ L ‘ L
m/z--> 100 150 200 250 300 350 400
Abundance #174776: 9-Octadecenamide, (Z)-
59.0
—— —
22.50 23.00
5000 m/Z 43.10 42 .05%
‘ 126.0 281.0
0 "L‘NLNMWWMM‘@759?29R"MA;“H““““H‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #174775: 9-Octadecenamide, (Z)- — —
59.0 22.50 23.00
m/z 41.10 33.57%
- NMWM%MWWWJ\NWJNMwwwh
0 w0
m/z--> 50 100 150 200 250 300 350 400 22.50 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101724\
Data File : BM@48116.D

Acqg On : 17 Oct 2024 21:42
Operator : RC/JU

Sample : P4380-07

Misc

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM101724.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 15.762 8.7 ng/ul 1049080 3 14.404 2423240 20.0
n-Hexadecanoic ... 18.039 6.8 ng/ul 938291 4 17.145 2755950 20.0
Octadecanoic acid  19.315 3.2 ng/ul 450455 5 21.374 2840610 20.0
13-Docosenamide... 22.744 2.6 ng/ul 375772 5 21.374 2840610 20.0
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