LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@62424\
Data File : BN@32227.D

Acqg On : 25 Jun 2024 04:11
Operator : MA/JU

Sample : P2961-18

Misc :

ALS Vvial : 28 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©52924.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BN@32227.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.164 26 30 36 rvB 60540 81176 ©.96% 0.108%
2 3.434 72 76 82 rBvV 43378 64249 0.76% 0.085%
3  3.581 99 101 112 rBV 60301 106557 1.26% 0.141%
4 3.875 146 151 162 rVB 97953 147140 1.74% 0.195%
5 4.287 219 221 226 rvVvB3 6085 8596 ©0.10% 0.011%
6 4.652 278 283 288 rBV5 5757 9028 0.11% 0.012%
7 4.769 298 303 308 rBV 20962 34432 0.41% 0.046%
8 5.734 463 467 475 rVB3 7653 11954 0.14% 0.016%
9 6.646 618 622 631 rVB9 7890 17887 0.21% 0.024%
106 6.811 642 650 664 rVB 340064 578119 6.83% 0.767%
11 6.969 670 677 687 rBV 1085698 1776106 20.97% 2.357%
12 7.163 703 710 720 rBV 1285523 2115402 24.98% 2.807%
13 7.240 720 723 733 rVB4 20162 43112 0.51% 0.057%
14 7.628 781 789 796 rBV 1119595 1843163 21.77% @ 2.446%
15 7.687 796 799 811 rVB2 19413 43191 0.51% ©0.057%
16 7.881 825 832 837 rBV7 5052 11572 0.14% 0.015%
17 8.340 901 910 926 rBV 991272 1689788 19.96%  2.242%
18 8.787 977 986 998 rBV 1203672 2091894 24.70% 2.776%
19 8.940 1009 1012 1017 rVV7 5337 8689 0.10% 0.012%
20 9.352 1076 1082 1090 rBV2 20647 39230 0.46% 0.052%

21  9.499 1099 1107 1124 rBV 1012280 1725057 20.37%
22 9.687 1134 1139 1144 rBV7 4713 10055 0.12%
23 10.034 1191 1198 1218 rBV 1467694 2662478 31.44%
24 10.404 1253 1261 1274 rBV 1441629 2479216 29.28%
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25 10.557 1279 1287 1303 rVV 431588 825262  9.75% 095%
26 10.793 1318 1327 1331 rBV4 6979 19258 ©.23% 0.026%
27 10.957 1350 1355 1362 rBVie 7262 12730 0.15% 0.017%
28 11.157 1381 1389 1414 rBV 123207 333012 3.93% 0.442%
29 11.999 1524 1532 1539 rBV2 25080 44659 0.53% 0.059%
30 12.875 1676 1681 1688 rBV7 6328 14958 ©.18% 0.020%
31 13.240 1737 1743 1746 rVB7 6381 10091 ©0.12% ©0.013%
32 13.687 1812 1819 1831 rBV 2555866 3695799 43.65% 4.9047%
33 13.963 1854 1866 1884 rBV2 3088200 4751523 56.11% 6.305%
34 14.175 1897 1902 1906 rVB7 5965 10711 ©.13% 0.014%
35 14.269 1909 1918 1933 rBV 2068129 3136525 37.04% 4.162%

36 14.510 1949 1959 1975 rBV 216068 506484 5.98% 0.672%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@62424\
Data File : BN@32227.D

Acqg On : 25 Jun 2024 04:11
Operator : MA/JU

Sample : P2961-18

Misc :

ALS Vvial : 28 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©52924.MA.M
Title : SVOA CALIBRATION
37 14.698 1986 1991 2000 rVB9 15223 30840 0.36% 0.041%
38 15.075 2050 2055 2057 rBV 8940 12401 0.15% 0.016%
39 15.104 2057 2060 2067 rVB2 8468 15187 0.18% 0.020%
40 15.269 2081 2088 2097 rBV 3978422 5719907 67.55% 7.590%
41 15.410 2105 2112 2124 rBV 1125116 1694055 20.01%  2.248%
42 15.510 2125 2129 2137 rVB 24595 43327 0.51% 0.057%
43 15.834 2180 2184 2191 rVBS8 6307 11756 0.14% 0.016%
44 15.987 2207 2210 2219 rW7 7730 13885 0.16% 0.018%
45 16.434 2283 2286 2292 rBV7 11267 18535 0.22% 0.025%
46 16.704 2327 2332 2336 rBV6 7250 10859 0.13% 0.014%
47 16.781 2342 2345 2348 rBV4 7780 9464 0.11% 0.013%
48 16.810 2348 2350 2360 rvVB5 6752 13878 0.16% 0.018%
49 16.945 2369 2373 2378 rBV5 14872 22257 0.26% 0.030%
50 17.022 2380 2386 2396 rVV 2487224 3623180 42.79%  4.808%
51 17.122 2396 2403 2414 rVV 4524244 6599150 77.93% 8.757%
52 17.204 2415 2417 2424 rVBS8 12449 18417 0.22% 0.024%
53 17.310 2432 2435 2442 rVB4 9234 13600 0.16% 0.018%
54 17.416 2449 2453 2462 rVB5 15062 27585 ©0.33% 0.037%
55 17.692 2497 2500 2505 rVB7 13448 19121 0.23% 0.025%
56 17.798 2515 2518 2522 rBV5 8199 10329 0.12% 0.014%
57 17.922 2534 2539 2548 rBV 394816 666720 7.87% 0.885%
58 18.792 2685 2687 2693 rVB7 16159 20955 0.25% 0.028%
59 18.986 2715 2720 2728 rBv2 68547 112918 1.33% 0.150%
60 19.057 2728 2732 2736 rBV 59890 93266 1.10% 0.124%
61 19.210 2754 2758 2765 rBV 136752 219851 2.60% 0.292%

62 19.428 2788 2795 2806 rBV 5453835 7719177 91.16% 10.243%
63 20.945 3049 3053 3062 rBv2 315933 551628 6.51% ©.732%
64 21.257 3101 3106 3114 rBV2 2771993 3972323 46.91% 5.271%
65 23.974 3559 3568 3581 rVB2 3468033 8467829 100.00% 11.237%

66 24.168 3593 3601 3613 rVB 1861468 4647266 54.88% 6.167%

Sum of corrected areas: 75358769
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062424\
Data File : BN@32227.D

Acqg On : 25 Jun 2024 04:11
Operator : MA/JU

Sample : P2961-18

Misc

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BN032227.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©62424\
Data File : BN@32227.D

Acqg On : 25 Jun 2024 04:11

Operator : MA/JU

Sample : P2961-18

Misc

ALS vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924 .MA.M
: SVOA CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 1-Phenoxypropan-2-ol Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.157 2.69 ng/ul 333012 Naphthalene-d8 10.405
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 96
2 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 93
3 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 91
4 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 91
5 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 91

Abundance Scan 1389 (11.157 min): BN032227.D\data.ms (-1381) (- | m/z 94.00 100.00%
94.0
5000 /\\\
152.1 ]
51.0 h ‘ 11.00 11 50
ol bl bl d oy L 1929 281 76.95  25.38%
miz-> 50 100 150 200 250
Abundance #30117: 1-Phenoxypropan-2-ol
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11 00 11 50
152.0 m/z 152.05 19.76%
45.0 ‘
01\5.\() \‘ ‘\“‘ i‘ ‘\‘H\ “\ \‘ ‘ “\ ‘\ T T “ T T T T ‘ T T T T ‘ T T T T
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Abundance #30125: 1-Phenoxypropan-2-ol
94.0
—— —
11.00 11.50
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015°\N\4HW ‘ﬂ“ I
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Abundance #30139: 1-Propanol, 3-phenoxy- L —
94.0 11.00 11.50
m/z 78.00 14.81%
5000
45.0 152.0
Y7 Y PO L SO
m/z--> 50 100 150 200 250 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062424\
Data File : BN@32227.D

Acqg On : 25 Jun 2024 04:11
Operator : MA/JU

Sample : P2961-18

Misc

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.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 1
R.T. EstConc Area Relative to ISTD R.T.
17.922 3.68 ng/ul 666720  Phenanthrene-di10 17.022
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 Octadecanoic acid 284 C18H3602 000057-11-4 93
Abundance Scan 2539 (17.922 min): BN032227.D\data.ms (-2534) (- | m/z 73.00 100.00%
73.0
5000 128.9 *’h
213.2 —
171.1 ‘ 256.1 18.00
0 AL m‘u Ll b 3880 7 6e.00  76.15%
miz--> 50 100 150 200 250 300 350
Abundance #143511: n-Hexadecanoic acid
73.0
129.0 256.0
5000 j i
213.0 1&00
m/z 43.05 71.38%
24 i 1]
0’ ”}“H\”M ‘\““ T \“ \‘\““ \‘\‘\ T “\ L e
miz--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
430 256.0
—
18.00
5000 m/z 57.00 63.04%
129.0
3.0 213.0
171.0 ‘
m/z--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid T
60.0 18.00
m/z 55.05 61.05%
5000 129.0
171.0 213.0 256.0
oHH‘M uﬂh“‘w‘“‘w \“‘w Hw‘ S NS -
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_N\Data\BN062424\
Data File : BN@32227.D

Acqg On : 25 Jun 2024 04:11
Operator : MA/JU

Sample : P2961-18

Misc

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.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 2
R.T. EstConc Area Relative to ISTD R.T.
20.945 2.78 ng/ul 551628 Chrysene-d12 21.257
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 95
3 Behenic alcohol 326 C22H460 000661-19-8 95
4 1-Heptacosanol 396 C27H560 002004-39-9 95
5 n-Nonadecanol-1 284 C19H400 001454-84-8 95
Abundance Scan 3053 (20.945 min): BN032227.D\data.ms (-3049) (- | m/z 83.10 100.00%
83.1
- ANWWNJ\xMWAM%w¢
| 2100
39.0 .
ol u“‘u“w LibL L O[0 2649 3431 4181 .oy o o5.48%
miz--> 50 100 150 200 250 300 350 400
Abundance #215083: 1-Heneicosano
55.0
5000 11.0 T
21.00
m/z 97.05 92.00%
0 \“\‘ ‘\““\‘\‘\ \‘H ‘U‘\“L\ ‘h :}-“?Z\O\ ‘2\2\2\92‘6\6\\0\ LA
m/z--> 50 100 150 200 250 300 350 400
Abundance #264236: n-Tetracosanol-1
57.0
——
21.00
5000 111.0 m/z 55.05  89.50%
o LiilLi) 113670 2200 3080
m/z--> 50 100 150 200 250 300 350 400
Abundance #232316: Behenic alcohol T
83.0 21.00
m/z 69.05 81.78%
5000
29. ﬁ39.0
ol ALY, 1060 2800 S
m/z--> 50 100 150 200 250 300 350 400 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@62424\
Data File : BN@32227.D

Acqg On : 25 Jun 2024 04:11
Operator : MA/JU

Sample : P2961-18

Misc

ALS Vvial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@52924.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|
1-Phenoxypropan... 11.157 2.7 ng/ul 333012 2 10.405 2479220 20.0
n-Hexadecanoic ... 17.922 3.7 ng/ul 666720 4 17.022 3623180 20.0
1-Heneicosanol 20.945 2.8 ng/ul 551628 5 21.257 3972320 20.0
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