LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18079.D

Acqg On : 11 Nov 2023 23:07
Operator : MA/JU

Sample : 05044-04

Misc :

ALS Vvial : 58 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_ P\Methods\SFAM-EPA-BP111023.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@18079.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.228 21 24 28 rBV 12111 15342 0.89% 0.104%
2 3.670 96 99 115 rBV 75690 133905 7.80% 0.909%
3  3.964 147 149 154 rVB5 5338 6349 0.37% 0.043%
4 4.458 231 233 234 rVB2 3305 2018 0.12% 0.014%
5 4.487 234 238 239 rBV4 2886 2941 0.17% 0.020%
6 4.540 245 247 250 rBv4 2281 2860 0.17% 0.019%
7 5.152 347 351 353 rVBS 1994 2284 0.13% 0.015%
8 5.734 449 450 456 rBV6 1365 2046 0.12% 0.014%
9 6.128 514 517 520 rBV5 2248 3297 0.19% 0.022%
106 6.240 532 536 537 rVB3 2103 2359 0.14% 0.016%
11 6.264 537 540 541 rBV2 2303 2814 0.16% 0.019%
12 6.352 552 555 558 rBvV5 1318 2082 0.12% 0.014%
13 6.505 580 581 586 rVB5 1863 2184 0.13% 0.015%
14 6.611 597 599 602 rBv4 1699 2261 0.13% 0.015%
15 6.675 609 610 616 rVB5S 2025 3330 0.19% 0.023%
16 7.028 665 670 685 rBV 33662 91717 5.34% 0.622%
17 7.199 692 699 710 rBV 184971 307647 17.92%  2.088%
18 7.369 721 728 740 rBV 184012 335255 19.53%  2.275%
19 7.846 801 809 817 rBV 213982 362325 21.11% 2.459%
20 7.987 831 833 838 rVB5 1666 2287 0.13% 0.016%
21 8.446 906 911 912 rBVS 1416 2021 0.12% 0.014%
22 8.581 927 934 946 rBV 126959 271138 15.80% 1.840%
23 8.669 947 949 955 rVB7 5847 8634 0.50% 0.059%
24 8.910 987 990 995 rBV7 2432 4090 0.24% 0.028%
25 8.987 999 1003 1004 rBV3 2142 2244 0.13% 0.015%
26 9.058 1007 1015 1025 rBV 232454 426655 24.86% 2.895%
27  9.222 1039 1043 1047 rVVe6 4626 7525 0.44% 0.051%
28 9.258 1047 1049 1052 rVB4 1818 2050 0.12% 0.014%
29 9.640 1111 1114 1119 rVB6 17860 2345 0.14% 0.016%
30 9.699 1119 1124 1125 rBV5 2785 4237 0.25% 0.029%
31 9.769 1128 1136 1156 rBV 191297 372642 21.71% 529%
32 10.040 1179 1182 1187 rBV6 2674 5133 0.30% 035%
33 10.205 1206 1210 1213 rVB6 1568 2341 0.14%

34 10.299 1220 1226 1245 rBV 206999 474645 27.65%
35 10.669 1279 1289 1297 rBV 278119 479181 27.92%

wwoonN
[
far
)]
S

36 10.852 1313 13206 1337 rBV 177169 409176 23.84% 2.777%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18079.D

Acqg On : 11 Nov 2023 23:07
Operator : MA/JU

Sample : 05044-04

Misc :

ALS Vvial : 58 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_ P\Methods\SFAM-EPA-BP111023.MA.M
Title : SVOA CALIBRATION
37 11.028 1347 1350 1356 rvB8 2466 4810 0.28% 0.033%
38 11.081 1358 1359 1365 rVB6 2595 2645 ©0.15% ©0.018%
39 11.422 1408 1417 1419 rBvVS 2219 4933 0.29% 0.033%
40 11.534 1434 1436 1439 rBv4 1947 1990 0.12% 0.014%
41 11.681 1457 1461 1462 rBv4 2492 2486 0.14% 0.017%
42 11.716 1462 1467 1474 rVB6 6861 13912 0.81% 0.094%
43 11.828 1482 1486 1489 rBV6 2316 2936 0.17% 0.020%
44 11.940 1498 1505 1514 rVWV 35593 60023 3.50% 0.407%
45 12.134 1533 1538 1542 rVB3 9916 14158 0.82% 0.096%
46 12.281 1561 1563 1567 rVVv4 3227 5685 ©.33% 0.039%
47 12.428 1584 1588 1592 rBV7 2105 3404 0.20% 0.023%
48 12.816 1649 1654 1657 rVB7 1519 3007 0.18% 0.020%
49 12.893 1664 1667 1668 rBv2 2205 2128 0.12% 0.014%
50 12.981 1678 1682 1683 rBV4 2388 2670 0.16% 0.018%
51 13.046 1689 1693 1698 rBvV8 3102 5013 0.29% 0.034%
52 13.169 1710 1714 1715 rBv4 1713 2161 0.13% 0.015%
53 13.363 1741 1747 1752 rVV6 6613 11941 0.70% 0.081%
54 13.469 1761 1765 1768 rBV6 1763 2239 0.13% 0.015%
55 13.728 1805 1809 1812 rBV5 5193 6435 0.37% 0.044%
56 13.840 1824 1828 1832 rBV7 2404 3987 0.23% 0.027%
57 13.945 1839 1846 1858 rBV 546288 821963 47.88% 5.578%
58 14.022 1858 1859 1863 rVB4 2397 2046 0.12% 0.014%
59 14.110 1871 1874 1877 rVB5 2308 2116 0.12% 0.014%
60 14.140 1877 1879 1881 rBV3 2148 2016 0.12% 0.014%
61 14.222 1887 1893 1903 rBV 593403 894470 52.11% 6.070%
62 14.522 1936 1944 1957 rBV 399949 595683 34.70% 4.042%
63 14.951 2005 2017 2019 rBV 4010 9740 0.57% 0.066%
64 15.145 2047 2050 2053 rVB5 3418 3438 0.20% 0.023%
65 15.192 2053 2058 2062 rBVS8 1509 2613 ©0.15% ©0.018%
66 15.292 2071 2075 2081 rVVv8 3087 6494 0.38% 0.044%
67 15.451 2098 2102 2103 rBV4 2395 2162 0.13% 0.015%
68 15.522 2108 2114 2129 rVV 749382 1158155 67.47% 7.859%
69 15.698 2138 2144 2153 rVV4 25717 56515 3.29% 0.384%
70 15.769 2153 2156 2162 rVB7 4439 8415 0.49% 0.057%
71 15.875 2170 2174 2177 rBVe6 3446 4461 0.26% 0.030%
72 16.104 2209 2213 2216 rBV6 2614 4679 0.27% 0.032%
73 16.175 2223 2225 2231 rVB7 1868 2566 0.15% 0.017%
74 16.404 2261 2264 2266 rBV4 2306 3070 0.18% 0.021%
75 16.551 2285 2289 2290 rBV4 3118 3809 0.22% 0.026%
76 16.657 2305 2307 2309 rBV3 2133 2647 0.15% 0.018%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18079.D

Acqg On : 11 Nov 2023 23:07
Operator : MA/JU

Sample : 05044-04

Misc :

ALS Vvial : 58 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_ P\Methods\SFAM-EPA-BP111023.MA.M
Title : SVOA CALIBRATION

77 16.945 2352 2356 2357 rBV4 3314 3505 0.20% 0.024%
78 17.098 2377 2382 2387 rBV9 2659 6418 ©0.37% 0.044%
79 17.210 2399 2401 2407 rBV6 2398 3745 0.22% 0.025%
80 17.304 2411 2417 2426 rVV 473109 699231 40.74% 4.745%
81 17.404 2428 2434 2452 rVB 897746 1314953 76.61%  8.923%
82 17.569 2461 2462 2467 rVB5 3504 4342 0.25% 0.029%
83 17.639 2470 2474 2478 rBV7 4688 7678 0.45% 0.052%
84 17.934 2520 2524 2526 rBV5S 3601 4651 0.27% 0.032%
85 18.145 2556 2560 2570 rBV2 48943 88019 5.13% 0.597%
86 18.328 2589 2591 2594 rBv4 2157 2392 0.14% 0.016%
87 18.539 2625 2627 2628 rBV2 2696 2040 0.12% 0.014%
88 18.686 2650 2652 2653 rBV2 2707 2037 0.12% 0.014%
89 18.881 2683 2685 2686 rBV2 2856 1991 0.12% 0.014%
90 19.228 2741 2744 2747 rBV4 9404 9921 0.58% 0.067%
91 19.257 2747 2749 2750 rBV2 4298 2957 0.17% 0.020%
92 19.281 2751 2753 2754 rVV2 7172 5241 0.31% 0.036%
93 19.304 2754 2757 2760 rVB3 10900 12947 0.75% 0.088%
94 19.392 2768 2772 2778 rBV5 25954 40959 2.39% 0.278%
95 19.533 2792 2796 2799 rBV5 7087 8320 0.48% 0.056%

96 19.657 2811 2817 2825 rBV 1181636 1548249 90.20% 10.507%
97 21.086 3057 3060 3069 rVB4 50122 82400 4.80% 0.559%
98 21.427 3114 3118 3126 rBV 577294 767725 44.73%  5.210%
99 23.763 3508 3515 3524 rVB2 852622 1716536 100.00% 11.649%
100 23.927 3537 3543 3557 rVB 419205 896792 52.24% 6.086%

Sum of corrected areas: 14736030
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 11 Nov 2023 23:07
: MA/JU
. 05044-04

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
BPO18079.D

: 58 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M
: SVOA CALIBRATION

: C:\DATABASE\NIST20.L
tion Parameters: LSCINT.P

Abundance
1200000

1000000

800000

600000

400000

200000

0

TIC: BP018079.D\data.ms
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9.058
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Time-->
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18079.D

Acqg On : 11 Nov 2023 23:07
Operator : MA/JU

Sample : 05044-04

Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 1-Adamantanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.940 2.51 ng/ul 60023  Naphthalene-d8 10.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Adamantanol 152 C10H160 000768-95-6 93
2 1-Adamantanol 152 C10H160 000768-95-6 87
3 1-Adamantanol 152 C10H160 000768-95-6 87
4 1-Adamantanol 152 C10H160 000768-95-6 83
5 2-Pyrimidinamine 95 C4H5N3 000109-12-6 58

Abundance Scan 1505 (11.940 min): BP018079.D\data.ms (-1498) (- m/z 95.10 100.00%

95.1
5000
i
36 ‘ 207.1 281.1 12,00
. (
o Ofdubly, | 2071 28113412 4164 488.5546! ./, 157 20 18.90%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29090: 1-Adamantanol
95.0
5000 L ;\\/\?
12.00

o

‘\2\7”\‘1?[”\“1‘#\“\1]\_‘\5‘&\.\()\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29091: 1-Adamantanol
95.0

5000 m/z 94.10 10.73%
027-%”15%-0“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29082: 1-Adamantanol
95.0 12.00

m/z 41.10 10.13%

- M
210 15%.0

O et o e e —
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\

Data File : BP@18079.D

Acqg On : 11 Nov 2023 23:07

Operator : MA/JU

Sample : 05044-04

Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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.
18.145 2.52 ng/ul 88019  Phenanthrene-dle 17.304
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 95
5 Tetradecanoic acid 228 C14H2802 000544-63-8 91

Abundance Scan 2560 (18.145 min): BP018079.D\data.ms (-2556) (- m/z 73.00 100.00%

73.0
5000
213.3

—
18.00 18.50
“ 83.1 355.2
O }“M,Hﬂ\‘ Fm‘w_““""‘39‘2””“‘5‘4‘?‘ m/z 60.00  80.89%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid

256.0

5000 —r o
129.0 18.00 18.50

m/z 43.10 76.23%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0

ia
18.00 18.50
5000 129.0 m/z 55.10 69.04%

YRR

O‘H‘“‘ H‘\H‘HH\M\ L

e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid T —
43.0 18.00 18.50

m/z 41.00 65.47%

5000 256.0 meMNMﬂMJ\WVmMWWMM
129.0
R

0t #HN\m,u\q\meu\w\u‘u\w\u\w\u‘u\w\ —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18079.D

Acqg On : 11 Nov 2023 23:07
Operator : MA/JU

Sample : 05044-04

Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M
: SVOA CALIBRATION

¢ 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.
21.086 2.15 ng/ul 82400  Chrysene-d12 21.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 86
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 86
3 13-Tetradecen-1-0l acetate 254 C16H3002 056221-91-1 83
4 1-Tetracosene 336 C24H48 010192-32-2 74
5 11-Methyldodecanol 200 C13H280 085763-57-1 68
Abundance Scan 3060 (21.086 min): BP018079.D\data.ms (-3057) (- m/z 55.05 100.00%
55.0
e WMMMMMNMWMﬁ\MAwMMMMWW
125.1 191.1 ‘21\00‘
251.1 .
ol Akl \"\\‘&J“"ﬁl s hu,“‘ b 416247645355 oo ac og.87%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #244230: 1-Tetracosene
55.0
5000 T ‘
21.00
125.0 m/z 83.18 97.17%
“ 336.0
0 \\\\\"\ MM\“\‘\‘\“‘E"\H\’\\H‘\\H‘H\\‘\H\‘\\H‘H\\‘\H\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #326113: Heptadecy! heptafluorobutyrate
57.0
N I
21.00
5000 m/z 43.05 95.66%
hS.O 238.0
0“M,‘ﬂﬁwwﬂﬁﬂ‘wl‘ﬂ‘H‘W‘H“H‘W‘H“H‘W‘H“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #140821: 13-Tetradecen-1-ol acetate T ‘
43.0 21.00
m/z 97.10 91.40%
5000
1.0
o M‘.JH |1, 194.0254.0
et e e L
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP018079.D

Acqg On : 11 Nov 2023 23:07
Operator : MA/JU

Sample : 05044-04

Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111623.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-Adamantanol 11.940 2.5 ng/ul 60023 2 10.669 479181 20.0
n-Hexadecanoic ... 18.145 2.5 ng/ul 88019 4 17.304 699231 20.0
(DEL) Alkane: S... 21.086 2.1 ng/ul 82400 5 21.427 767725 20.0
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