LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN@34385.D

Acqg On : 04 Oct 2024 00:25
Operator : RC/JU

Sample : P4084-14

Misc :

ALS Vvial : 14 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@34385.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.005 16 20 28 rVB 24481 32925 0.96% 0.093%
2 3.399 83 87 100 rBvV 74325 129603 3.80% 0.368%
3 3.693 133 137 142 rVB 14229 18278 0.54% 0.052%
4 4.569 284 286 294 rVB6 4458 9742 0.29% 0.028%
5 6.581 621 628 643 rBV 395528 648467 19.00%  1.840%
6 6.740 648 655 668 rBV 327841 528087 15.48%  1.498%
7 6.922 679 686 698 rBV 420035 656753 19.25% 1.863%
8 7.381 757 764 773 rBV 782914 1199105 35.14%  3.402%
9 7.475 778 780 787 rVB7 5358 8367 0.25% 0.024%
10 8.093 879 885 903 rBV 494762 820447 24.04% 2.328%
11 8.522 951 958 968 rBV 389614 624500 18.30% 1.772%
12 8.693 984 987 993 rW7 2946 4975 0.15% 0.014%
13 8.969 1032 1034 1044 rVB7 4250 6919 0.20% 0.020%
14 9.110 1053 1058 1066 rBv2 27228 51267 1.50% 0.145%
15 9.234 1072 1079 1089 rBV 278535 461512 13.53% 1.309%

16 9.769 1162 1170 1184 rBV 485916 815087 23.89%

2.
17 10.134 1225 1232 1238 rBV 973198 1582219 46.37% 4.489%
18 10.181 1238 1240 1251 rVB 39379 62176 1.82% ©.176%
19 10.287 1251 1258 1281 rBV 342643 678879 19.90%  1.926%
20 10.722 1327 1332 1338 rBV8 5845 13550 ©0.40% ©0.038%
21 11.740 1500 1505 1513 rVB2 7257 13511 0.40% ©0.038%
22 11.816 1513 1518 1527 rVB2 8545 16286 0.48% 0.046%
23 12.040 1547 1556 1563 rVB 12468 23439 0.69% 0.066%
24 12.857 1691 1695 1703 rBV2 25978 50531 1.48% ©0.143%
25 13.057 1726 1729 1735 rVB2 6041 6750 0.20% 0.019%
26 13.192 1749 1752 1759 rVB6 2137 4659 0.14% 0.013%
27 13.351 1773 1779 1784 rBV3 9064 15779 0.46% 0.045%
28 13.457 1791 1797 1808 rBV 854204 1191034 34.90% 3.379%
29 13.587 1814 1819 1824 rBV5 5337 8655 0.25% 0.025%
30 13.722 1834 1842 1854 rBV 1046222 1561975 45.78%  4.431%

31 13.969 1880 1884 1888 rBV7 4847 5118 ©.15%
32 14.034 1888 1895 1901 rBV 1417642 2010412 58.92%
33 14.098 1901 1906 1914 rVB 203371 293797 8.61%
34 14.175 1914 1919 1924 rBV 10785 17164 0.50%
35 14.269 1928 1935 1948 rBV 178615 371498 10.89%
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36 14.439 1959 1964 1970 rBV 117154 173501 5.08%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN@34385.D

Acqg On : 04 Oct 2024 00:25
Operator : RC/JU

Sample : P4084-14

Misc :

ALS Vvial : 14 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 14.563 1983 1985 1991 rVvB3 5782 8401 0.25% 0.024%
38 14.875 2032 2038 2044 rBV6 3652 8517 ©.25% 0.024%
39 15.039 2059 2066 2071 rBV 1363560 1988700 58.28% 5.642%
40 15.092 2071 2075 2081 rVB2 129336 192244 5.63% 0.545%
41 15.169 2081 2088 2096 rBV 241210 350930 10.28% 0.996%
42 15.257 2100 2103 2105 rBv3 4924 6200 0.18% 0.018%
43 15.345 2115 2118 2121 rVB5 4493 6361 0.19% 0.018%
44 15.416 2123 2130 2136 rBV 230279 322546  9.45%  0.915%
45 15.539 2147 2151 2158 rVB7 5679 12967 0.38% 0.037%
46 15.775 2186 2191 2197 rBV6 9682 21428 0.63% 0.061%
47 15.904 2209 2213 2215 rVB4 2959 3811 0.11% 0.011%
48 15.957 2217 2222 2223 rBV5 3017 3925 0.12% 0.011%
49 15.986 2223 2227 2229 rW3 5763 8812 0.26% 0.025%
50 16.081 2239 2243 2246 rBV5 3826 6977 0.20% 0.020%
51 16.257 2269 2273 2275 rBvV3 2664 3595 0.11% 0.010%
52 16.328 2282 2285 2289 rVB4 4277 5917 0.17% 0.017%
53 16.375 2289 2293 2297 rBV5 2657 4708 0.14% 0.013%
54 16.451 2303 2306 2309 rBV5 3617 4777 0.14% 0.014%
55 16.545 2320 2322 2325 rVvwv4 4488 4961 0.15% 0.014%
56 16.610 2325 2333 2339 rVB3 14718 28004 0.82% 0.079%
57 16.792 2358 2364 2368 rBV 1671676 2330893 68.31% 6.613%
58 16.833 2368 2371 2375 rVV 235612 312187 9.15% ©0.886%
59 16.892 2375 2381 2394 rVV 1512330 2212374 64.84% 6.277%
60 17.010 2397 2401 2407 rVB8 13474 21891 0.64% 0.062%
61 17.204 2429 2434 2442 rBV 54016 80296 2.35% 0.228%
62 17.322 2449 2454 2457 rBV7 3657 5588 0.16% 0.016%
63 17.375 2459 2463 2465 rBV5 5146 6766 0.20% 0.019%
64 17.598 2497 2501 2505 rBV6 3884 7914 0.23% 0.022%
65 17.669 2510 2513 2514 rBV2 6132 4819 0.14% 0.014%
66 17.728 2517 2523 2531 rBV2 171946 285649 8.37% 0.810%
67 17.863 2542 2546 2562 rVB2 24766 54489 1.60% 0.155%
68 18.004 2568 2570 2577 rVB7 5915 10023 0.29% 0.028%
69 18.157 2594 2596 2598 rBV3 4605 4935 0.14% 0.014%
70 18.186 2598 2601 2605 rVB2 9236 11608 0.34% 0.033%
71 18.533 2657 2660 2661 rBV3 4359 4277 0.13% 0.012%
72 18.763 2694 2699 2704 rVB3 19502 27774 0.81% 0.079%
73 18.833 2707 2711 2712 rBV 19636 22137 0.65% 0.063%
74 18.863 2712 2716 2728 rVB 105302 162869 4.77% 0.462%
75 19.022 2739 2743 2748 rBVS5 34247 56209 1.65% 0.159%

76 19.198 2767 2773 2782 rBV 1981305 2775787 81.35%  7.875%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN@34385.D

Acqg On : 04 Oct 2024 00:25
Operator : RC/JU

Sample : P4084-14

Misc

ALS Vvial : 14 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 19.798 2872 2875 2878 rVB 21971 20874 0.61% 0.059%
78 20.298 2957 2960 2964 rVB 29317 33817 ©.99% 0.096%
79 20.757 3034 3038 3046 rBvV2 214803 314239 9.21% 0.892%
80 21.021 3078 3083 3100 rBV2 1971171 2864942 83.96% 8.128%
81 21.245 3118 3121 3126 rVB2 51265 59393 1.74% 0.168%
82 23.545 3504 3512 3527 rVB 1348366 3033326 88.89% 8.606%

83 23.733 3536 3544 3561 rVB 1452757 3412283 100.00% 9.681%

Sum of corrected areas: 35248107
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN@34385.D

Acqg On : 04 Oct 2024 00:25
Operator : RC/JU

Sample : P4e84-14

Misc

ALS vial : 14 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
Abundance TIC: BN034385.D\data.ms
2000000
1500000
1000000 10.134
7.381
500000 6.5876.922 8.093 9.769
. ﬁ 8.522 287
’ 9.234 '
3.39
Oﬂw% 4569 ﬂy 475 698, 10161 10.722 1117306040
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 300 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BN034385.D\data.ms
2000000 19.198 21.021
16.792
1500000 14892
14.034 15.039
13.722
1000000
13.457
500000
b 169 o 20.757
1409859 5. 1694 . 17.728 M 1.245
439 15l0p2 ) 18.86 20.298
0 Elel 3.#@%&5&18i&£& B 5. SR BARREErAt @MM 8392, 19.798

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: BN034385.D\data.ms

2000000

23.733
23.54%
1500000

1000000

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

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_N\Data\BN100224\
Data File : BN@34385.D

Acqg On : 04 Oct 2024 00:25
Operator : RC/JU

Sample : P4e84-14

Misc

ALS vial : 14 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 1 Benzophenone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.416 2.77 ng/ul 322546  Phenanthrene-d10 16.792
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 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 90
51,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 78
Abundance Scan 2130 (15.416 min): BN034385.D\data.ms (-2123) (- | m/z 105.00 100.00%
105.0
5000 182.1 A¥
51.0 e
15.50
152.0
Ol e i e e 2808 m/z 76.95 59.19%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56922: Benzophenone
105.0
5000 1
182.0 15.50
510 m/z 182.10  51.23%
0\1\\8’.9\\‘\\‘i\‘\\\Hl"\\\\‘\‘\\\’\\\\%\5\%"0\\\\"‘\\H‘\H\’HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56925: Benzophenone
105.0
T
182.0 15.50
5000 m/z 51.00 22.91%
51.0
‘ [l l 15\2'0 I
Ot b b e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56927: Benzophenone ]
105.0 15.50
m/z 181.10 8.12%
182.0
5000
51.0
‘ | 1520 A
O prr e b e e e e B
m/z--> 20 40 60 80 100120140160180200220240260280 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN@34385.D

Acqg On : 04 Oct 2024 00:25
Operator : RC/JU

Sample : P4e84-14

Misc

ALS vial : 14 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.
17.728 2.45 ng/ul 285649  Phenanthrene-di10 16.792
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 97
5 Tetradecanoic acid 228 C14H2802 000544-63-8 94

Abundance Scan 2523 (17.728 min): BN034385.D\data.ms (-2517) (- | m/z 73.00 100.00%

73.0
43.0
5000
129.1

213.1 T T T T
‘ ‘ 1711 256.1 17.50 18.00
— m/z 60.00 84.67%
miz--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 L e

17.50 18.00
97.0 m/z 43.00 80.76%

H 171 0 213.0 256.0
o) mmm— i““ H \‘\ \\hH\ u‘\ ul ‘ ‘ ‘ . \‘ ““ T “\‘ N
miz--> 50 150 200 250
Abundance #143508. n-Hexadecanoic acid
43.0 7
0 0 256.0
=

17.50 18.00
5000 ITI/Z 57 .00 71.28%
129.0
H 171.0
o) M— “H“““hh‘\“ \M\ Ll syl | “ “ “‘u\‘ “\ - ‘ “
m/z--> 50 100 150 200 250
Abundance #143509: n-Hexadecanoic acid pasepaa ™

43.0 73.0 17.50 18.00

m/z 55.00 67.38%

5000 256.0
129.0
213.0
0 “ “\‘ M‘u HM‘ uhH \u‘\ Ml \ u (- | N — 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_N\Data\BN100224\
Data File : BN@34385.D

Acqg On : 04 Oct 2024 00:25
Operator : RC/JU

Sample : P4e84-14

Misc

ALS vial : 14 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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.757 2.19 ng/ul 314239 Chrysene-d12 21.022
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacos-1-ene 350 C25H50 016980-85-1 94
2 Cyclotetracosane 336 C24H48 000297-03-0 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91

Abundance Scan 3038 (20.757 min): BN034385.D\data.ms (-3034) (- | m/z 57.00 100.00%

57.0
5000
111

=

‘ il 20.50 21.00
oAl A ‘“ Lits, 2211 2821 3429 401 o4 o5 gs.97%
miz--> 50 100 150 200 250 300 350 400
Abundance #259982: Pentacos-1-ene
58.0
7.0
5000 e e
20.50 21.00

m/z 43.10 84.89%

350.0
O T “\ ‘ “ T “‘ ““ “ ‘h “ T \]\-9\5‘ \o\ T \2‘6\4\ (\) T ‘ L }‘ L ‘ T
miz--> 50 100 150 200 250 300 350 400
Abundance #244232: Cyclotetracosane

43.0

7.0 20.50 21.00
5000 m/z 83.10 83.91%
0 L‘ Il “ ‘\ L\ ]1\ } h ]F82 0224 0 279.0 336 0
ey ‘ : L R e
m/z--> 50 100 150 200 250 300 350 400
Abundance #215083: 1-Heneicosanol e =
55.0 070 20.50 21.00

m/z 97.10  74.22%
5000

o] \h L ‘\ . H\ \‘ ]~‘ \h n 17‘82 0%24 0266.0 /WL/

\\‘\\ L L B L B L L I LA

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\BN100224\
Data File : BN©34385.D

Acqg On : 04 Oct 2024 00:25
Operator : RC/JU

Sample : P4e84-14

Misc

ALS Vvial : 14 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 15.416 2.8 ng/ul 322546 4 16.792 2330890 20.0
n-Hexadecanoic ... 17.728 2.5 ng/ul 285649 4 16.792 2330890 20.0
(DEL) Alkane: S... 20.757 2.2 ng/ul 314239 5 21.022 2864940 20.0
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