LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37832.D

Acqg On : 02 Dec 2022 17:03
Operator : CG/JU

Sample : N5738-09DL 10X
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_M\Methods\SFAM-EPA-BM120122.M
Title : SVOA CALIBRATION

Signal : TIC: BM@37832.D\data.ms

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

# min scan scan scan TY height area % max. total
1 7.251 648 657 666 rVB 71150 135559 0.28% 0.055%
2 7.416 678 685 691 rBvV 59325 94768 0.20% 0.039%
3 7.622 715 720 728 rVB 68548 110970 ©.23% 0.045%
4 8.098 789 801 807 rBV 909388 1468835 3.03% 0.597%
5 8.804 916 921 927 rVB 73552 111897 ©.23% 0.046%
6 8.928 936 942 949 rBV2 42384 80043 0.17% 0.033%
7 9.204 978 989 994 rBv4 35870 100112 ©0.21% 0.041%
8 9.269 994 1000 1004 rBV 63732 110107 ©.23% 0.045%
9 9.569 1046 1051 1057 rVB5 29869 62523 0.13% 0.025%
10 9.739 1075 1080 1086 rBV 48041 79485 0.16% 0.032%
11 9.992 1113 1123 1126 rBV5 67665 147114 ©.30% 0.060%
12 10.087 1134 1139 1144 rBV7 55398 102483 0.21% 0.042%
13 10.239 1159 1165 1172 rVB2 45458 91385 0.19% 0.037%
14 10.322 1172 1179 1190 rBV3 61506 167907 ©.35% 0.068%
15 10.428 1192 1197 1201 rBV2 40903 61392 0.13% 0.025%
16 10.492 1202 1208 1210 rBV5 31943 61637 0.13% 0.025%
17 10.534 1211 1215 1222 rVB 81991 141060 ©.29% 0.057%
18 10.634 1228 1232 1237 rVB2 55352 87026 0.18% 0.035%
19 10.692 1237 1242 1246 rBV5 47099 80197 0.17% 0.033%
20 10.798 1257 1260 1267 rVB3 42442 74809 0.15% 0.030%
21 10.875 1267 1273 1276 rBV 216902 368596 ©.76% 0.150%
22 10.916 1276 1280 1287 rVB 1267987 2072397 4.28% 0.843%
23 11.022 1294 1298 1300 rBV2 84893 117311 0.24% 0.048%
24 11.063 1300 1305 1311 rVB 353117 565689 1.17% ©.230%
25 11.128 1311 1316 1322 rBV8 78682 163468 ©.34% 0.066%
26 11.186 1323 1326 1335 rVB6 70484 144386 ©.30% ©0.059%
27 11.286 1337 1343 1347 rBV2 114707 217858 ©.45% 0.089%
28 11.404 1357 1363 1369 rvB4 157882 307948 0.64% 0.125%
29 11.598 1388 1396 1405 rBv7 182341 636601 1.31% 0.259%
30 11.739 1416 1420 1424 rBv2 139311 213050 0.44% 0.087%
31 11.786 1424 1428 1430 rVVv4 87040 148405 ©0.31% 0.060%
32 11.816 1430 1433 1441 rVB4 182595 352689 0.73% 0.143%
33 11.922 1446 1451 1455 rBV 671886 1036244 2.14% 0.422%
34 11.963 1455 1458 1463 rVB2 168942 225774 ©.47%  0.092%
35 12.186 1489 1496 1500 rBv4 139427 297426 ©0.61% 0.121%
36 12.316 1512 1518 1522 rBV 985397 1502486 3.10% 0.611%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37832.D

Acqg On : 02 Dec 2022 17:03
Operator : CG/JU

Sample : N5738-09DL 10X
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_M\Methods\SFAM-EPA-BM120122.M
Title : SVOA CALIBRATION
37 12.416 1532 1535 1539 rVB2 173863 220897 0.46% 0.090%
38 12.533 1548 1555 1561 rVB2 347584 778314 1.61% 0.317%
39 12.886 1613 1615 1619 rVB4 116528 133485 0.28% 0.054%
40 12.945 1619 1625 1630 rBv4 420247 1006610 2.08% 0.409%
41 13.045 1639 1642 1645 rVB 203510 221440 0.46% 0.090%
42 13.116 1651 1654 1660 rVB 301911 398327 0.82% 0.162%
43 13.204 1666 1669 1673 rVB 248467 294539 0.61% 0.120%
44 13.257 1673 1678 1684 rBV 1639361 2156311 4.45% ©.877%
45 13.539 1719 1726 1734 rBV 2302117 3746975 7.74% 1.524%
46 13.633 1739 1742 1745 rBV3 241091 355723 0.73% 0.145%
47 13.780 1764 1767 1771 rVB2 241980 293945 0.61% 0.120%
48 13.933 1789 1793 1796 rBvV2 312540 452889 0.94% 0.184%
49 14.063 1811 1815 1819 rBV4 302406 554607 1.15% 0.226%
50 14.104 1819 1822 1825 rVV2 400135 461731 0.95% 0.188%
51 14.145 1826 1829 1831 rVV3 361444 488720 1.01% ©.199%
52 14.192 1831 1837 1841 rVV 3029959 4534715 9.37% 1.845%
53 14.233 1841 1844 1852 rVvVv2 719711 1194809 2.47% 0.486%
54 14.310 1854 1857 1862 rVB3 516205 661552 1.37% 0.269%
55 14.369 1864 1867 1870 rVV3 315795 416012 0.86% 0.169%
56 14.404 1870 1873 1879 rVB2 306814 517181 1.07% 0.210%

57 14.551 1894 1898 1903 rBV3 667060 1003380 2.07% 0.408%
58 14.610 1903 1908 1915 rBV 10300899 13943054 28.80% 5.672%

59 14.674 1915 1919 1923 rVV2 1009885 1700488 3.51% ©.692%
60 14.727 1924 1928 1933 rVB 1937484 2857950 5.90% 1.163%
61 14.810 1939 1942 1945 rBV3 322898 390693 0.81% ©.159%
62 14.939 1961 1964 1971 rVB 529997 825621 1.71% ©.336%
63 15.045 1975 1982 1984 rBv4 881014 1804175 3.73% ©.734%
64 15.104 1989 1992 1998 rVB2 1027820 1621167 3.35% ©.659%
65 15.157 1999 2001 2005 rVB 606504 715625 1.48% ©0.291%
66 15.222 2008 2012 2017 rBV3 1684055 2624748 5.42% 1.068%
67 15.345 2029 2033 2038 rVB3 1426128 2202393 4.55% ©0.896%
68 15.551 2061 2068 2073 rVB2 5046128 9561511 19.75% 3.889%
69 15.616 2074 2079 2083 rVV3 1203014 2176335 4.50% ©0.885%
70 15.663 2083 2087 2093 rVB4 1062747 1999367 4.13% ©0.813%
71 15.821 2110 2114 2122 rVB 1935100 2994536 6.19% 1.218%
72 15.963 2130 2138 2142 rBV 6146418 11192430 23.12% 4.553%
73 16.051 2150 2153 2159 rVB2 1054923 1264712 2.61% ©.514%
74 16.110 2160 2163 2165 rBV 895966 1188933 2.46%  ©0.484%
75 16.174 2170 2174 2178 rVB2 1607367 1987555 4.11% ©0.808%

76 16.416 2211 2215 2217 rBV 5873446 8496173 17.55% 3.456%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37832.D

Acqg On : 02 Dec 2022 17:03
Operator : CG/JU

Sample : N5738-09DL 10X
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_M\Methods\SFAM-EPA-BM120122.M
Title : SVOA CALIBRATION

77 16.445 2217 2220 2224 rVB 9918951 13298196 27.47% 5.409%
78 16.757 2270 2273 2277 rBV 1452729 2193103 4.53% 0.892%
79 16.821 2281 2284 2289 rVB2 2470868 3323390 6.86% 1.352%
80 16.921 2298 2301 2307 rVB2 1446733 1829443 3.78% ©.744%

81 17.151 2330 2340 2345 rBV 17595881 48413444 100.00% 19.693%
82 17.210 2346 2350 2353 rVB 5475283 6281427 12.97%  2.555%

83 17.263 2354 2359 2363 rBV 7964067 11726817 24.22% 4.770%
84 17.474 2388 2395 2398 rBV3 2017734 4137154  8.55% 1.683%
85 17.515 2399 2402 2410 rVB2 1728627 3124910 6.45% 1.271%
86 17.680 2427 2430 2437 rVB2 1717040 2778112 5.74% 1.130%
87 17.745 2438 2441 2448 rBV4 1271973 2416468 4.99%  0.983%
88 17.868 2458 2462 2467 rVV 2577228 3641360  7.52% 1.481%
89 17.945 2471 2475 2481 rVB 6166676 8001794 16.53%  3.255%
90 18.345 2540 2543 2547 rBV 1932230 2525504 5.22% 1.027%
91 18.633 2588 2592 2598 rBV 5226926 6653583 13.74% 2.706%
92 18.886 2632 2635 2639 rBV3 969426 1359292 2.81% ©.553%
93 19.262 2694 2699 2703 rBV2 4882601 6134345 12.67%  2.495%
94 19.515 2739 2742 2747 rVB 1771362 2344969 4.84% ©0.954%
95 19.833 2793 2796 2800 rVB 2994920 3331766 6.88%  1.355%
96 19.880 2801 2804 2811 rVB2 2135249 3174592 6.56% 1.291%
97 20.362 2883 2886 2891 rVB2 2193548 2630701 5.43% 1.070%
98 20.856 2967 2970 2973 rBV 1085478 1271910 2.63% ©.517%
99 21.639 3099 3103 3107 rBV 1575030 2036154 4.21% ©.828%
100 24.127 3522 3526 3533 rVB2 1074978 2032462 4.20% 0.827%

Sum of corrected areas: 245840161
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37832.D

Acq On : 02 Dec 2022 17:03
Operator : CG/JU

Sample : N5738-09DL 10X
Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM037832.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37832.D

Acq On : 02 Dec 2022 17:03
Operator : CG/JU

Sample : N5738-09DL 10X
Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
11.063 5.46 ng/ul 565689  Naphthalene-d8 10.916
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 95
2 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 80
3 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 72
4 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 64
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 64

Abundance Scan 1305 (11.063 min): BM037832.D\data.ms (-1300) (- | m/z 57.10 100.00%
57.1
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37832.D

Acq On : 02 Dec 2022 17:03
Operator : CG/JU

Sample : N5738-09DL 10X
Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 unknown-01 Concentration Rank 53
R.T. EstConc Area Relative to ISTD R.T.
11.287 2.10 ng/ul 217858 Naphthalene-d8 10.916
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethane, isocyanato- 71 C3H5NO 000109-90-0 46
2 Ethane, isocyanato- 71 C3H5NO 000109-90-0 43
3 Peroxide, dibutyl 146 C8H1802 003849-34-1 38
4 Hexadecane 226 Cl6H34 000544-76-3 30
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 30
Abundance Scan 1343 (11.286 min): BM037832.D\data.ms (-1337) (1 m/z 56.10 100.00%
56.1
145.1 — ——
‘ ‘ 111.2 ‘ ‘ 11.00 11.50
ol Ly i b A9 2810 s 5708 79.21%
miz--> 50 100 150 200 250
Abundance #682: Ethane, isocyanato-
56.0
5000 - —
11.00 11.50
m/z 43.10 73.54%
26.0
O\\q‘\w"\l‘\\’\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #680: Ethane, isocyanato-
56.0
—— —
11.00 11.50
5000 m/z 71.10 53.94%
n
o ——
miz--> 50 100 150 200 250
Abundance #25532: Peroxide, dibutyl — —
56.0 11.00 11.50
m/z 41.05 40.77%
ZJF) | PO
oyt 77 7 T
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_M\Data\BM120222\
Data File : BM@37832.D

Acq On : 02 Dec 2022 17:03
Operator : CG/JU

Sample : N5738-09DL 10X
Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
11.404 2.97 ng/ul 307948 Naphthalene-d8 10.916
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Dodecene, (E)- 168 C12H24 007206-14-6 93
2 1-Tridecene 182 C13H26 002437-56-1 91
3 Cyclohexane, 2-butyl-1,1,3-trime... 182 C13H26 054676-39-0 89
4 3-Tridecene, (E)- 182 C13H26 041446-57-5 81
5 6-Tridecene, (E)- 182 C13H26 006434-76-0 76
Abundance Scan 1363 (11.404 min): BM037832.D\data.ms (-1357) (- | m/z 43.05 100.00%
43.0 69.1
5000
—
‘ 11.50
oww‘w m/z 69.18  94.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #43482: 3-Dodecene, (E)-
41.0
69.0
5000 T
11.50
m/z 57.10 91.13%
97.0 168.0 /
0 :\I_\S\.?\L\\‘i\u HN‘\‘\\‘\“‘HM:\L‘ZE.\O\‘\\H‘\!H‘HH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56950: 1-Tridecene
43.0
—
70.0 11.50
5000 m/z 41.05 84.62%
97.0
H 1250 1540 1820
Ottt \\M\w\‘m\q\uu‘u\whu\_\\w\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56979: Cyclohexane, 2-butyl-1,1,3-trimethyl- —
69.0 11.50
41.0 m/z 55.10 83.75%
5000
97.0
‘ 126.0 182.0
I O O T O S .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37832.D

Acq On : 02 Dec 2022 17:03
Operator : CG/JU

Sample : N5738-09DL 10X
Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 (DEL) Alkane: Cyclic11.598 Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
11.598 6.14 ng/ul 636601 Naphthalene-d8 10.916
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentane, 1-hexyl-3-methyl- 168 C12H24 061142-68-5 35
2 Cyclohexane, isothiocyanato- 141 C7H11INS 001122-82-3 30
3 Cyclohexane, isothiocyanato- 141 C7H1INS 001122-82-3 30
4 1-(1-Butoxypropan-2-yloxy)propan... 272 C15H2804 1000367-11-0 22
5 2-Methoxycarbonylmethylenethiour... 200 C7H8N203S 079361-42-5 22

Abundance Scan 1396 (11.598 min): BM037832.D\data.ms (-1388) (- | m/z 55.10 100.00%
5!:

3.1
141.2
5000 .

T —
11.50 12.00

0 m/z 141.15 69.03%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43580: Cyclopentane, 1-hexyl-3-methyl-
55.0
83.0

5000 e o
11.50 12.00

m/z 41.10 63.54%

29.0 ‘
ol loh L Ji50 2409 sem0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21857: Cyclohexane, isothiocyanato-
55.0 141.0
83.0 - —
11.50 12.00
5000 ITI/Z 56.05 49,79%
0 \\\‘\\H‘”V\“}Hl“i MM! “Hi \"“‘]":‘I';Z"?‘H“MHH‘HH‘HH‘HH M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21853: Cyclohexane, isothiocyanato- 7 —
55.0 11.50 12.00
141.0 m/z 83.10  43.60%
83.0
5000 MM
0“*$ﬁ?ﬂ““mmwm“\**ﬁ%}%?*w*ww**w*ww*w*\w** T ]
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37832.D

Acq On : 02 Dec 2022 17:03
Operator : CG/JU

Sample : N5738-09DL 10X
Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 5 Isobutyl hexadecyl ether Concentration Rank 56
R.T. EstConc Area Relative to ISTD R.T.
11.739 2.06 ng/ul 213050 Naphthalene-d8 10.916
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Isobutyl hexadecyl ether 298 (C20H420 1000406-32-8 50
2 Heptadecane, 4-methyl- 254 C18H38 026429-11-8 47
3 Pentadecane, 4-methyl- 226 Cl6H34 002801-87-8 47
4 Oxalic acid, isohexyl pentyl ester 244 C13H2404 1000309-32-8 43
5 Cycloheptane, 1,4-dimethoxy-, cis- 158 C9H1802 030363-91-8 43

Abundance Scan 1420 (11.739 min): BM037832.D\data.ms (-1416) (- | m/z 43.10 100.00%

43.1
71.1
5000

[
9% 1371 11.50 12.00

182.2
O el bl B b S BBLO s 57.10 63.47%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #197442: |sobutyl hexadecyl ether
57.0

5000 1 1
11.50 12.00
85.0 m/z 71.106 61.76%
290
’\H\‘HH‘\H\‘HH‘\H\‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #141068: Heptadecane, 4-methyl-
43.0
71.0 T T
11.50 12.00
5000 ITI/Z 41.00 49,33%
211.0
IR | ATV MY S o .4 R
m/z--> 20 40 60 80 100120140160 180200 220240260280
Abundance #107236: Pentadecane, 4-methyl- —— —
43.0 11.50 12.00
71.0 m/z 55.05 35.49%
v W
99.0 183.0
127.0
0 R
m/z--> 20 40 60 80 100120140160180200220240260280 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37832.D

Acq On : 02 Dec 2022 17:03
Operator : CG/JU

Sample : N5738-09DL 10X
Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
11.816 3.40 ng/ul 352689 Naphthalene-d8 10.916
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane, 2-methyl- 184 C13H28 001560-97-0 59
2 Tridecane, 7-propyl- 226 C16H34 055045-09-5 53
3 Tridecane, 4-methyl- 198 C14H30 026730-12-1 50
4 Decane, 1-iodo- 268 C10H21I 002050-77-3 50
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 50

Abundance Scan 1433 (11.816 min): BM037832.D\data.ms (-1430) (- m/z 43.05 100.00%

43.0
5000 711
1111 1150 12.00
0 wmf“ ‘ m“‘ ‘ ‘ bbb 1‘?;0‘2 1091 2090 2671 ' 4/z 57.18  87.95%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59038: Dodecane, 2-methyl-
43.0
5000 T T
11.50 12.00
85.0 m/z 71.10  50.30%
141.0
O!H[![!Hw!184.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107221: Tridecane, 7-propyl-
43.0
- —
11.50 12.00
5000 85.0 m/z 41.85  37.29%
140.0
Ot et et e e e T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #74016: Tridecane, 4-methyl- “ T
43.0 11.50 12.00
m/z 85.10 37.16%
5000
85.0
oL 12601550 1980
e e e e e P e
m/z--> 20 40 60 80 100120140160180200220240260280 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37832.D

Acq On : 02 Dec 2022 17:03
Operator : CG/JU

Sample : N5738-09DL 10X
Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
11.922 10.00 ng/ul 1036240  Naphthalene-d8 10.916
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 89
2 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 78
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 78
4 Nonane, 3-methyl- 142 C10H22 005911-04-6 72
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 72
Abundance Scan 1451 (11.922 min): BM037832.D\data.ms (-1446) (1 m/z 57.10 100.00%
57.1
T
85.1
113.2 12.00
0 ,‘HJ‘MH‘U“‘Muu\uUW“‘1??‘5"%‘1?3‘?’;%”W_W??ﬂlw m/z 71.10 61.94%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #74023: Dodecane, 4,6-dimethyl-
57.0
5000 IR
12.00
29.0 85.0 m/z 43.05 61.40%
113.0
O ’\‘\‘H“MHH“\\“1\“1‘\\\“\\”\‘\\\\‘]\-??‘.gj\-ﬁ\B\.g‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59086: Decane, 2,6,7-trimethyl-
57.0
e
12.00
5000 m/z 41.10 32.83%
112.0
0 ’Hu‘i‘hw ‘,\\‘m‘l‘m‘,u1‘\‘\%4,1\]9\‘””‘mmm‘HHWHWHW
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90207: Dodecane, 2,6,10-trimethyl- ——
57.0 12.00
m/z 56.10 21.66%
5000 85.0
29.0 ‘ 127.0
Y R — -
m/z--> 20 40 60 80 100120140160180200220240260280 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37832.D

Acq On : 02 Dec 2022 17:03
Operator : CG/JU

Sample : N5738-09DL 10X
Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 (DEL) Alkane: Cyclic11.963 Concentration Rank 51
R.T. EstConc Area Relative to ISTD R.T.
11.963 2.18 ng/ul 225774  Naphthalene-d8 10.916
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, 1,2,3-trimethyl- 126 C9H18 001678-97-3 49
2 5-Undecene, 6-methyl- 168 C12H24 083687-45-0 43
3 7-Tetradecanol 214 C14H300 003981-79-1 38
4 3-Octene, 2,6-dimethyl- 140 C10H20 006874-28-8 27
5 5-Undecene, 7-methyl-, (Z)- 168 C12H24 074630-62-9 27

Abundance Scan 1458 (11.963 min): BM037832.D\data.ms (-1455) (- | m/z 55.10 100.00%
83.1 141.1
5000
12.00
181.3 « :
0 Ww‘;‘;u;“w“lw“m‘ﬁlﬁmﬁm““wHwﬁ(‘)‘g“?”HW??‘?H m/z 69.10 94.02%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #13249: Cyclohexane, 1,2,3-trimethyl-
55.0
5000 97.0 T
126.0 12.00
H m/z 41.10 74.35%
O\H‘\\H‘\H““\h‘\\‘\\\“‘\\‘H‘\\H‘\\H‘\\H‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #43511: 5-Undecene, 6-methyl-
55.0
—
12.00
5000 ITI/Z 141.05 56.06%
97.0
27[0 ‘ ‘ 168.0
oWMM_wHu_&?ﬁa‘?_W!H_WH_ww_m
m/z--> 20 40 60 80 100120140160 180200220240 260 m
Abundance #92351: 7-Tetradecanol R
69.0 12.00
m/z 125.15 54.80%
41.0 97.0
5000
196.0
ol _\MIMH_‘M_““““1‘6‘”9”‘:_‘HWH_W L
m/z--> 20 40 60 80 100120140160180200220240260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37832.D

Acq On : 02 Dec 2022 17:03
Operator : CG/JU

Sample : N5738-09DL 10X
Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.
12.186 2.87 ng/ul 297426  Naphthalene-d8 10.916
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 7-Tetradecene, (E)- 196 C14H28 041446-63-3 70
2 3-Tetradecene, (E)- 196 C14H28 041446-68-8 70
3 Cyclopentane, (2-methylbutyl)- 140 CleH20 053366-38-4 70
4 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 007667-55-2 58
5 5-Tetradecene, (E)- 196 C14H28 041446-66-6 55

Abundance Scan 1496 (12.186 min): BM037832.D\data.ms (-1489) (- m/z 69.10 100.00%
69.

1
5000
1111

—— —
1451 1962 12.00 12.50

Lot by L

L YURTN

390 ‘
P — “w““h“hw“h ‘1 b 2L 7 55.16 68.00%

miz--> 50 100 150 200 250
Abundance #71753: 7-Tetradecene, (E)-
55.0
‘M‘\

5000 — —

97.0 12.00 12.50
m/z 41.00 64.44%

‘ ‘ 196.0
0 1\5\0\ fi “ \““ 1“ \”]\_49‘0 L " LA B s s
m/z--> 50 100 150 200 250
Abundance #71748: 3-Tetradecene, (E)-

41.0

T 7
12.00 12.50

5000 m/z 56.00 52.38%
83.0
196.0
o Lid “n‘m‘\‘ 12503650 "0
m/z--> 50 100 150 200 250
Abundance #20729: Cyclopentane, (2-methylbutyl)- T —
69.0 12.00 12.50

m/z 57.10 47.07%

5000 111.0
29.0
‘\ M‘ M ‘\ i
l

: —
miz--> 50 100 150 200 250 12.00 12.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37832.D

Acq On : 02 Dec 2022 17:03
Operator : CG/JU

Sample : N5738-09DL 10X
Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.316  14.50 ng/ul 1502490  Naphthalene-d8 10.916
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Dodecane 170 C12H26 000112-40-3 80
3 Nonadecane 268 C19H40 000629-92-5 80
4 Hexadecane 226 Cl6H34 000544-76-3 80
5 Tridecane 184 C13H28 000629-50-5 74
Abundance Scan 1518 (12.316 min): BM037832.D\data.ms (-1512) (- | m/z 57.10 100.00%
57.1
o m
— —
FM 137.1 1842 12.00 12.50
ol M d O L1842 327, 43.10  84.16%
m/z--> 50 100 150 200 250 300
Abundance #59025: Tridecane
57.0
5000 = —
12.00 12.50
m/z 71.10 44.02%
0 ‘\‘ 1l ‘\ \‘\ \\‘99\\'0‘\ 1410 184.0
T T ‘ T ‘ T T 1 ‘ T T T ‘ L ‘ L ‘ LI
miz—-> 50 100 150 200 250 300
Abundance #45480: Dodecane
57.0
— —
12.00 12.50
5000 ITI/Z 41.10 40.82%
98.0 170.0
olsol d LI, e
miz--> 50 100 150 200 250 300
Abundance #158600: Nonadecane “ T
57.0 12.00 12.50
m/z 85.10 27.99%
5000
99.0
0 | H\ L u‘ L :\|‘4‘l'0 183.0 268.0
e P —
m/z--> 50 100 150 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37832.D

Acq On : 02 Dec 2022 17:03
Operator : CG/JU

Sample : N5738-09DL 10X
Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 Hexanoic acid, 3,5,5-trimet... Concentration Rank 52
R.T. EstConc Area Relative to ISTD R.T.
12.416 2.13 ng/ul 220897 Naphthalene-d8 10.916
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexanoic acid, 3,5,5-trimethyl-,... 340 C22H4402 1000406-26-3 50
2 Hexanoic acid, 3,5,5-trimethyl-,... 368 C24H4802 1000406-27-3 42
3 Hexanoic acid, 3,5,5-trimethyl-,... 368 C24H4802 1000406-27-6 42
4 Glycine, N-(1-methyl-2,5-dioxo-3... 200 C8H12N204 1000337-10-2 40
5 Hexanoic acid, 3,5,5-trimethyl-,... 340 C22H4402 1000406-26-5 38

Abundance Scan 1535 (12.416 min): BM037832.D\data.ms (-1532) (- | m/z 141.15 100.00%

141.2
57.1
5000 J\*M
‘ ae
‘ 99.1 ‘ 12.50
ow‘Hﬂhwwﬂwuhmﬂ:Hw‘uwh‘ﬁ§?f‘H?9?ﬁ‘HW‘H%§Zf m/z 57.10  64.78%

m/z--> 20 40 60 80 100120140 160180200 220 240 260
Abundance #249042: Hexanoic acid, 3,5,5-trimethyl-, tridec-4-yl ester

57.0 141.0 \mwwAMAVNWKfVVNVA
5000 —
12.50
m/z 41.10 51.55%
290‘ 103.0 182.0
0 ol h Al ‘HH‘ | \‘ | . 2130
T ‘ TTTT ‘ T ‘ T \ \ T ‘ TTT \ ‘ 1T ‘ \ TTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT

m/z--> 20 40 60 80 100120140 160180200 220 240 260

Abundance #277596: Hexanoic acid, 3,5,5-trimethyl-, pentadec-3-yl e
57.0 141.0

d

12.50
5000 m/z 55.10 46.81%

1030 210.0

T . ‘ n I "
‘_‘H_‘H_‘H_‘H_‘H_‘H‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #277595: Hexanoic acid, 3,5,5-trimethyl-, pentadec-6-yl € P
57.0 141.0 12.50

m/z 56.10  39.32%

o

r

5000

L | e 280
‘ [T | '

29.0 ‘
b I 700 | 2410
el ol g L L1700 | 2410

m/z--> 20 40 60 80 100 120140 160 180 200 220 240 260 12.50

¢
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37832.D

Acq On : 02 Dec 2022 17:03
Operator : CG/JU

Sample : N5738-09DL 10X
Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 unknown-02 Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
12.533 7.51 ng/ul 778314  Naphthalene-d8 10.916
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Hexanone, 2,4-dimethyl- 128 C8H160 018641-70-8 46
2 Undecane, 5,5-dimethyl- 184 C13H28 017312-73-1 45
3 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 43
4 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 43
5 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 38
Abundance Scan 1555 (12.533 min): BM037832.D\data.ms (-1548) (- | m/z 57.10 100.00%
57.1
145.1 ) ‘
98.1 12.50
— u“‘ A L aTee 2210 281 4310 37,88k
miz--> 50 100 150 200 250
Abundance #14446: 3-Hexanone, 2,4-dimethyl-
57.0
5000 — :
12.50
270 ‘ 128.0 m/z 71.10 36.92%
O\\H\‘H‘““‘\{\“\|\\‘\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #59065: Undecane, 5,5-dimethyl-
57.0
1 \
12.50
5000 m/z 145.05 25.68%
27,0 990
o S N - I
miz--> 50 100 150 200 250
Abundance #45512: Decane, 3,8-dimethyl- T
57.0 12.50
m/z 41.00 24.72%
5000
‘ 99.0 1410
o S 1 0 Y —
m/z--> 50 100 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37832.D

Acq On : 02 Dec 2022 17:03
Operator : CG/JU

Sample : N5738-09DL 10X
Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 Dodecane, 1-fluoro- Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
12.945 7.04 ng/ul 1006610  Acenaphthene-d10 14.727
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane, 1-fluoro- 188 C12H25F 000334-68-9 68
2 Carbonic acid, nonyl prop-1-en-2... 228 C13H2403 1000382-53-9 52
3 Tridecane, 6-methyl- 198 C14H30 013287-21-3 50
4 Hexadecane, 1-bromo- 304 C16H33Br 000112-82-3 50
5 Carbonic acid, octyl prop-1-en-2... 214 C12H2203 1000382-54-0 46
Abundance Scan 1625 (12.945 min): BM037832.D\data.ms (-1619) (1 m/z 57.10 100.00%
57.1
- M\Av
——
h ‘98-1 15?1 13.00
ob bl Uyl b 952 8270 4310 59.56%
miz--> 50 100 150 200 250 300
Abundance #62862: Dodecane, 1-fluoro-
57.0
5000 T
13.00
m/z 41.10 47.16%
‘ FIO
0+ \““‘\‘ “\“r‘h“\ h“ \h \1749‘0\ \1\88\0\ L B B B B B
miz—-> 50 100 150 200 250 300
Abundance  #109006: Carbonic acid, nonyl prop-1-en-2-yl ester
43.0
——
13.00
5000 m/z 71.10 41.89%
85.0
L) o
ol -
miz--> 50 100 150 200 250 300
Abundance #74011: Tridecane, 6-methyl- —
57.0 13.00
m/z 55.10 39.43%
5000
LS
ol byl 1s00 1830 -
m/z--> 50 100 150 200 250 300 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37832.D

Acq On : 02 Dec 2022 17:03
Operator : CG/JU

Sample : N5738-09DL 10X
Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 14 (DEL) Alkane: Straight-Chai... Concentration Rank 48
R.T. EstConc Area Relative to ISTD R.T.
13.116 2.79 ng/ul 398327  Acenaphthene-die 14.727
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane, 2-methyl- 198 C14H3e 001560-96-9 90
2 Undecane, 5-methyl- 170 C12H26 001632-70-8 64
3 Tridecane, 3-methyl- 198 C14H30 006418-41-3 64
4 Undecane, 3-methyl- 170 C12H26 001002-43-3 64
5 3,5-Dimethyldodecane 198 C14H3e 107770-99-0 64

Abundance Scan 1654 (13.116 min): BM037832.D\data.ms (-1651) (- m/z 57.10 100.00%
57.1

a

5000
85.1
o_HJ“;HHH‘w‘m‘:m‘g‘Hw‘;mu_‘““““1‘?‘3“2“”%2“3‘9“" m/z 43.10  94.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74013: Tridecane, 2-methyl-
57.0
5000 T ——
85.0 13.00 13.50
29.0 m/z 71.10 42.48%
\‘ \‘ H ! |H30 15’\501830
O‘\\\\‘\\\\‘\\}\‘\\\\‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45495: Undecane, 5-methyl-
43.0
—— —
13.00 13.50
5000 71.0 m/z 41.10 39.79%
| ‘ 112.0
obdb il b 2400 1700
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74018: Tridecane, 3-methyl- T —
57.0 13.00 13.50
m/z 85.10 33.89%
5000
85.0
113.0 169.0
Ot i 2400 2990 1980 AL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37832.D

Acq On : 02 Dec 2022 17:03
Operator : CG/JU

Sample : N5738-09DL 10X
Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 15 (DEL) Alkane: Straight-Chai... Concentration Rank 54
R.T. EstConc Area Relative to ISTD R.T.
13.204 2.06 ng/ul 294539  Acenaphthene-di0 14.727
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane, 3-methyl- 198 C14H3e 006418-41-3 72
2 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 72
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 64
4 Undecane, 3,9-dimethyl- 184 C13H28 017301-31-4 64
5 Undecane, 3-methyl- 170 C12H26 001002-43-3 64

Abundance Scan 1669 (13.204 min): BM037832.D\data.ms (-1666) (- | m/z 57.10 100.00%
7.1

57.
5000

—
99.1 13.00 13.50
169.2
ol b 1823 Ty 2089 m/z 43.10  60.95%
m/z--> 50 100 150 200 250
Abundance #74014: Tridecane, 3-methyl-
57.0
5000 T ——
13.00 13.50

m/z 71.10 46.59%

27‘.0 ‘ 99.0 169.0
O T “\ ‘\‘ ‘ “\ W \“ T " \‘ T 1‘73\9-‘0 T “\ T ]_\9‘9.\0 T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #45512: Decane, 3,8-dimethyl-

57.0

5000 m/z 85.10 30.18%
‘ 99‘-0‘ 141.0
ob— A
miz--> 50 100 150 200 250
Abundance #193302: Dodecane, 1-iodo- T —
57.0 13.00 13.50

m/z 41.10 30.02%

B MM
R7.0 99.0
‘ L 169.0 206.(

0‘\‘\“‘\‘\“‘ [ \

— —
miz--> 50 100 150 200 250 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37832.D

Acq On : 02 Dec 2022 17:03
Operator : CG/JU

Sample : N5738-09DL 10X
Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 16 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.257 15.09 ng/ul 2156310  Acenaphthene-d10 14.727
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 87
2 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 80
3 Heptacosane 380 C27H56 000593-49-7 64
4 Nonane, 2-methyl-5-propyl- 184 C13H28 031081-17-1 64
5 Oxalic acid, 2-ethylhexyl isohex... 286 C16H3004 1000309-38-8 59

Abundance Scan 1678 (13.257 min): BM037832.D\data.ms (-1673) (- m/z 57.10 100.00%

57.1
5000

= -
‘ ‘ 1132 1 13.00 13.50
A o e el m/z 71.10 71.05%

y LD P 2123 2811
m/z--> 50 100 150 200 250 300 350
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0

5000 —— s
13.00 13.50

m/z 43.10 57.81%

113.0
\“\ ‘“ “‘ \H‘\ " \“\“\ T ‘ \]\-8\3\()‘ T T T ‘ T 1T ’ T 1T ‘ UL
miz--> 100 150 200 250 300 350
Abundance #90206: Dodecane, 2,6,10-trimethyl-

57.0

13.00 13.50

o

o

5000 m/z 41.10 34.93%
113 0
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane T ——
57.0 13.00 13.50

m/z 85.10  29.41%

: Mm
‘ ‘\ I F | ]‘-410183022502670 323.0 380.(

(RIS A A bt iS22 LT P £ S :
miz--> 50 100 150 200 250 300 350 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37832.D

Acq On : 02 Dec 2022 17:03
Operator : CG/JU

Sample : N5738-09DL 10X
Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 17 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.539  26.22 ng/ul 3746980  Acenaphthene-d10 14.727
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 93
2 Tridecane, 6-methyl- 198 C14H30 013287-21-3 91
3 Hexadecane 226 Cl6H34 000544-76-3 90
4 Tetradecane 198 C14H30 000629-59-4 90
5 Nonadecane 268 C19H40 000629-92-5 90
Abundance Scan 1726 (13.539 min): BM037832.D\data.ms (-1719) (- | m/z 57.10 100.00%
57.1
w0 JM
U \
ol LT, 1402 1983 2670 326 ., 43.10  86.16%
miz--> 50 100 150 200 250 300
Abundance #74005: Tetradecane
57.0
5000 —— ‘
13.50
m/z 71.10  50.36%
99.0
OL\E’.\Q‘\ ‘\“ “‘\ ‘!‘ \“‘\ ““ \“ \%4“]"‘0\ T \1\9?.\0 LI ‘ L ‘ LI
miz--> 50 100 150 200 250 300
Abundance #74019: Tridecane, 6-methyl-
57.0
U \
13.50
5000 m/z 41.10 40.76%
‘ 98.0
015-9“ 4 M _is001830
m/z--> 50 100 150 200 250 300
Abundance #107218: Hexadecane T
57.0 13.50
m/z 85.10 32.65%
) WMMW
o201 %90 1410 1830 2260
e T R e e
m/z--> 50 100 150 200 250 300 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37832.D

Acq On : 02 Dec 2022 17:03
Operator : CG/JU

Sample : N5738-09DL 10X
Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 18 (DEL) Alkane: Straight-Chai... Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
13.633 2.49 ng/ul 355723  Acenaphthene-di0 14.727
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 68
2 Eicosane 282 C20H42 000112-95-8 64
3 Dodecane 170 C12H26 000112-40-3 64
4 Undecane, 2-methyl- 170 C12H26 007045-71-8 62
5 Nonadecane 268 C19H40 000629-92-5 62

Abundance Scan 1742 (13.633 min): BM037832.D\data.ms (-1739) (- m/z 57.10 100.00%
7.1

5
5000

133.1 -
99.1 13.50 14.00
I
I

I R— p”u I N‘“ “ 1zl 2081 m/z 43.10 78.65%

m/z--> 50 100 150 200 250
Abundance #45479: Dodecane
43.0

5000 T
13.50 14.00
m/z 71.10 66.29%

L e e
0"+ all, ‘\‘ L H‘ Ay T 1 L B B B s B B B
Mz 50 100 150 200 250
Abundance #176386: Eicosane

57.0

T
13.50 14.00

5000 m/z 85.10 43.03%
99.0
L 20 %0 a0 1m0 22s0  2ea
A B B S e L A
m/z--> 50 100 150 200 250
Abundance #45478: Dodecane T ——
57.0 13.50 14.00

m/z 41.10  34.49%

- MW
27.0 98.0
| | 14001700

N ) P N .2 S —
miz--> 50 100 150 200 250 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37832.D

Acq On : 02 Dec 2022 17:03
Operator : CG/JU

Sample : N5738-09DL 10X
Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 19 (DEL) Alkane: Straight-Chai... Concentration Rank 55
R.T. EstConc Area Relative to ISTD R.T.
13.780 2.06 ng/ul 293945  Acenaphthene-di0 14.727
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane 282 (C20H42 000112-95-8 46
2 Undecane, 2-methyl- 170 C12H26 007045-71-8 46
3 1-Iodoundecane 282 C11H23I 004282-44-4 46
4 Undecane, 5-methyl- 170 C12H26 001632-70-8 45
5 Tetradecane, 4-ethyl- 226 Cl6H34 055045-14-2 43
Abundance Scan 1767 (13.780 min): BM037832.D\data.ms (-1764) (-~ | m/z 57.10 100.00%
57.1
5000
1 M
T —
‘ H | 17‘3'2 13.50 14.00
ol Il gl ‘M‘u wl 2071 28LC 4306 95.08%
miz--> 50 100 150 200 250
Abundance #176386: Eicosane
57.0
5000 ~— ——
13.50 14.00
m/z 71.10  53.21%
99.0
0 27\‘0\\ “‘\ ‘H\ Il H‘ | ‘\14w10\ ;830 225.0 282.(
T T T T [ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz—-> 50 100 150 200 250
Abundance #45487: Undecane, 2-methyl-
43.0
= 7
13.50 14.00
m/z 41.10 50.89%
5000 85.0
127.0
U D I . R
m/z--> 50 100 150 200 250
Abundance #175097: 1-lodoundecane T T
57.0 13.50 14.00
m/z 85.10  45.65%
5000
27,0 99.0 155.0
ol bbb Ll T ter0 282 — A
m/z--> 50 100 150 200 250 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37832.D

Acq On : 02 Dec 2022 17:03
Operator : CG/JU

Sample : N5738-09DL 10X
Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 20 (DEL) Alkane: Straight-Chai... Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
13.933 3.17 ng/ul 452889  Acenaphthene-d10 14.727
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decane 142 C1eH22 000124-18-5 53
2 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1010309-18-1 52
3 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 52
4 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 49
5 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 49

Abundance Scan 1793 (13.933 min): BM037832.D\data.ms (-1789) (- | m/z 57.10 100.00%

57.1
5000

1732 e
‘ H ‘ 204.2 ) 14.00
oMw‘mu‘w,w”‘m‘muhmuum_wm,w,”H_HW%EF%:- m/z 43.16  59.02%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22068: Decane
43.0
5000 T
14.00
85.0 m/z 41.05 40.94%
WAL, a0
O\H‘\}\\‘}H\“\\‘\\’\\H‘\\H‘HH“H\\‘\H\‘\H\’\H\’\\H‘HH‘H\\‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #241461: Sulfurous acid, butyl tetradecyl ester
57.0
——
14.00
5000 m/z 71.10 39.87%

o

97.0
0 | 1270 168.0197-0 2310261.0
i B N P A R - MR LT L L
miz--> 20 40 60 80 100120140160180200220240260280
Abundance : i

27‘ h\ \u“ ‘
#206617: Sulfurous acid, butyl dodecyl ester T
57.0 14.00

m/z 55.10  35.75%

5000

7o | | %0 130090 g

[QRSER A S S0 et SR L RS —
miz--> 20 40 60 80 100120140160180200220240260280 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37832.D

Acq On : 02 Dec 2022 17:03
Operator : CG/JU

Sample : N5738-09DL 10X
Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 21 unknown-03 Concentration Rank 42

R.T EstConc Area Relative to ISTD R.T.
14.063  3.88 ng/ul 554607 Acenaphtheme-dio 14.727
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Sulfurous acid, decyl 2-ethylhex... 334 C18H38035  1000309-19-3 43

2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 38
3 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 38
4 Heptane, 3-(bromomethyl)- 192 C8H17Br 018908-66-2 35
5 Decan-2-yl isobutyl carbonate 258 C15H3003 1000372-79-5 35

Abundance Scan 1815 (14.063 min): BM037832.D\data.ms (-1811) (- | m/z 57.10 100.00%
57.1
120.1 1T
14.00
ol “h u“‘u”\u” ‘““ ol 1992 2301 3860 L. 7116 48.06%
m/z--> 50 100 150 200 250 300 350
Abundance #241464: Sulfurous acid, decyl 2-ethylhexyl ester
57.0
5000 . :
14.00
m/z 43.10 43.59%
“ 113.0
O\“\‘\“\‘H‘\“\“‘\“\\\“\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
T \
14.00
5000 ITI/Z 41.10 32.59%
113.0
0 »‘m‘ Lo, 80
m/z--> 50 100 150 200 250 300 350
Abundance #74024: Dodecane, 4,6-dimethyl- ——
57.0 14.00
m/z 55.10 29.09%
5000
‘ ‘ 113.0 155.0
A s -
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37832.D

Acq On : 02 Dec 2022 17:03
Operator : CG/JU

Sample : N5738-09DL 10X
Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 22 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.192  31.73 ng/ul 4534720  Acenaphthene-di0 14.727
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 87
2 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 86
3 Tetradecane 198 C14H30 000629-59-4 86
4 Pentadecane, 7-methyl- 226 Cl6H34 006165-40-8 86
5 3-Ethyl-2,6,10-trimethylundecane 226 CléH34 1000432-25-9 86

Abundance Scan 1837 (14.192 min): BM037832.D\data.ms (-1831) (- | m/z 57.10 100.00%
51

A
5000

—
99.1 14.00 14.50
1412
183.3
ol d AL bt i595 2263 2810 841 nu 43,10 84.62%

m/z--> 50 100 150 200 250 300
Abundance #74006: Tetradecane
57.0

5000 T
14.00 14.50
m/z 71.10  75.96%

99.0

T “‘\ “ T h‘!‘ ““ \“ \%4}"0\ T \1\9?.\0\ T ‘ L ‘ L

miz--> 50 100 150 200 250 300

Abundance #194605: Heptadecane, 2,6,10,14-tetramethyl-
57.0

o

= 7
14.00 14.50
5000 m/z 85.10 36.63%
ol L] 30 1830 2530 2060
e b e T e T
m/z--> 50 100 150 200 250 300
Abundance #74004: Tetradecane = —
57.0 14.00 14.50

m/z 41.10  33.51%

99.0
150 “\‘ || o, 1410 1980

T T
m/z--> 50 100 150 200 250 300 14.00 14.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37832.D

Acq On : 02 Dec 2022 17:03
Operator : CG/JU

Sample : N5738-09DL 10X
Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 23 (DEL) Alkane: Straight-Chai... Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
14.233 8.36 ng/ul 1194810  Acenaphthene-d10 14.727
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetradecane, 2-methyl- 212 C15H32 001560-95-8 83
2 1-TIodo-2-methylundecane 296 C12H25I 073105-67-6 52
3 Tridecane, 3-methyl- 198 C14H30 006418-41-3 50
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 49
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 49

Abundance Scan 1844 (14.233 min): BM037832.D\data.ms (-1841) (- | m/z 43.10 100.00%
43.

1
5000
85.1

132.1 1742 14.00 14.50
ol L Ll o | A (2108 2650 n/z s7.10  97.26%
m/z--> 0 50 100 150 200 250
Abundance #90197: Tetradecane, 2-methyl- ﬂ\NJw¥jL¥AﬁK/~AAU\
57.0
5000 rr L

14.00 14.50
m/z 41.10  48.49%

99.0 169.0
2‘-0\ T L‘\ ‘\‘ ‘ T “‘ \“‘\ h“ \“ T ‘\ \‘ ‘ T ‘L L 2‘1\2.\0\ T ‘ L L
m/z--> 0 50 100 150 200 250
Abundance #193304: 1-lodo-2-methylundecane
57.0

7 —
14.00 14.50

o

5000 m/z 71.10 45 .,23%
99.0
o1 L | s it 2110 296
m/z--> 0 50 100 150 200 250
Abundance #74014: Tridecane, 3-methyl- " T
57.0 14.00 14.50

m/z 85.10  33.39%

5000
“ L | ‘99‘.0 16?.0
i - L I
Py

oLy S S L
miz--> 0 50 100 150 200 250 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37832.D

Acq On : 02 Dec 2022 17:03
Operator : CG/JU

Sample : N5738-09DL 10X
Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 24 (DEL) Alkane: Straight-Chai... Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
14.310 4.63 ng/ul 661552  Acenaphthene-di10 14.727
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetradecane, 3-methyl- 212 C15H32 018435-22-8 78
2 Undecane, 3-methyl- 170 C12H26 001002-43-3 64
3 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 64
4 Tridecane, 3-methyl- 198 C14H30 006418-41-3 59
5 Tridecane, 1-iodo- 310 C13H27I ©35599-77-0 58
Abundance Scan 1857 (14.310 min): BM037832.D\data.ms (-1854) (1 m/z 57.10 100.00%
57.1
5000
85.1
= =
113.2 1451 1g32 14.00 14.50
bbb o L e T 2222 2871 /s 43,100 51.61%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90198: Tetradecane, 3-methyl-
57.0
5000 At =
14.00 14.50
m/z 71.10 40.96%
2700 99.0 183.0
0 \‘\‘}H“‘\H“‘HHI‘\“\HH\“‘\\\‘\‘\‘\l\é‘%.\(%\‘\\\\“LH\‘2\1\-\2\.‘(\)\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45498: Undecane, 3-methyl-
57.0
= —
14.00 14.50
5000 m/z 41.05 36.70%
27,0
JZ0LL L %0 w1040
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45507: Decane, 3,8-dimethyl- T T
57.0 14.00 14.50
m/z 56.10 32.96%
5000
113.0
024014'0 = Sil
m/z--> 20 40 60 80 100120140160180200220240260280 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37832.D

Acq On : 02 Dec 2022 17:03

Operator : CG/JU

Sample : N5738-09DL 10X

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method :

Quant Tit

TIC Libra

le

ry

. SVOA CALIBRATION

: C:\Database\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.M

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 25 (DEL) Alkane: Straight-Chai... Concentration Rank 46

R.T EstConc Area Relative to ISTD R.T.
14.369 2.91 ng/ul 416012  Acenaphthene-d10 14.727
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 42
2 1-Docosene 308 C22H44 001599-67-3 30
3 Heptyl octacosyl ether 509 C35H720 1000406-40-0 25
4 Docosyl heptyl ether 424 C29H600 1000406-39-7 25
5 Heneicosane, 11-cyclopentyl- 364 C26H52 006703-81-7 25

Abundance Scan 1867 (14.369 min): BM037832.D\data.ms (-1864) (- | m/z 57.10 100.00%
7.1

3

5000
137.1
}"‘ 207.2 14.00 14.50
or LR I 281 8882 T 4 1e 92.96%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #336402: 17-Pentatriacontene
43.0
5000 — e
14.00 14.50
m/z 55.10 78.15%
. 1] 1550 2100 267.0321.0 490.(
’\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\1r‘\\\\‘\\\\‘\\\\‘\\\\‘

m/z--> 0 50 100 150 200 250 300 350 400 450

:

Abundance #209741: 1-Docosene
55.0
14.00 14.50
5000 ITI/Z 43.10 68.86%
111.0
bkl | haezo %o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #339315: Heptyl octacosyl ether - I
57.0 14.00 14.50
m/z 69.10 59.89%
- \,\/\NW\/LV\
,H“‘H“_“‘_“w e R AR e R — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37832.D

Acq On : 02 Dec 2022 17:03
Operator : CG/JU

Sample : N5738-09DL 10X
Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 26 unknown-04 Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
14.551 7.02 ng/ul 1003380  Acenaphthene-d10 14.727
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Dodecanesulfonyl chloride 268 C12H25C102S 010147-40-7 49
2 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 45
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 41
4 trans-1,3-Diethylcyclopentane 126 C9H18 1000113-87-1 38
5 2- Chloropropionic acid, hexadec... 332 C19H37C102 086711-81-1 38

Abundance Scan 1898 (14.551 min): BM037832.D\data.ms (-1894) (- | m/z 57.10 100.00%
57.1

193.2
5000
109.1
T T \
L1
0 m“” WL e 4o 2001 8410 m/z 55,10 93.15%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #157497: 1-Dodecanesulfonyl chloride
41.0
97.0
5000 - :
14.50
m/z 41.10 80.88%
WL
obbh Ly T 2230

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #321013: Heptafluorobutyric acid, hexadecyl ester

%

57.0
\ \
14.50
m/z 97.10 76.38%
5000 11.0
2240
o bbb LLLL T 2000 saoy
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #292190: Trichloroacetic acid, hexadecyl ester — ‘
43.0 14.50
m/z 43.10  73.27%
: A/\JM/
OJMJ W20 a0 —
m/z--> 0 50 100 150 200 250 300 350 400 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37832.D

Acq On : 02 Dec 2022 17:03
Operator : CG/JU

Sample : N5738-09DL 10X
Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 27 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.610 97.57 ng/ul 13943100  Acenaphthene-d10 14.727
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 81
2 Sulfurous acid, 2-ethylhexyl hep... 432 C25H5203S 1000309-20-0 78
3 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 74
4 1-Decene, 3,4-dimethyl- 168 C12H24 050871-03-9 72
5 Decane, 5,6-dipropyl- 226 CléH34 119209-20-0 72
Abundance Scan 1908 (14.610 min): BM037832.D\data.ms (-1903) (- | m/z 57.10 100.00%
57.1
- w/LLN
P 7
‘ ‘ 11‘22 ‘ 14.50 15.00
ol A bl | 1552 2123 2671 3%5. ., 7119 66.03%
m/z--> 50 100 150 200 250 300 350
Abundance #59066: Undecane, 2,5-dimethyl-
57.0
5000 —_— -
14.50 15.00
m/z 43.10 51.63%
112.0
01\\q\\“f‘!‘“\“[\h\\\‘1\619.\0\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #318981: Sulfurous acid, 2-ethylhexyl heptadecyl ester
57.0
= -
14.50 15.00
5000 m/z 41.10 34.02%
113.0
ol Lo 0
m/z--> 100 150 200 250 300 350
Abundance #59075: Undecane, 2,6-dimethyl- — ——
57.0 14.50 15.00
m/z 55.10 20.38%
5000
98.0
ol il o St
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37832.D

Acq On : 02 Dec 2022 17:03
Operator : CG/JU

Sample : N5738-09DL 10X
Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 28 unknown-05 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
14.675 11.90 ng/ul 1700490  Acenaphthene-d10 14.727
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (Z)-2-(henicos-12-en-1-yl)-6-met... 404 C27H4802 243118-19-6 47
2 4-Butyl-5-methylpyrazalone 154 C8H14N20 1010289-28-0 47
3 5-Amino-1-methyl-2-piperidinone,... 198 C10H18N202 1341836-32-5 47
4 Oxazole, trimethyl- 111 C6HI9NO 020662-84-4 43
5 3,5-Octadien-2-0l 126 C8H140 069668-82-2 43

Abundance Scan 1919 (14.674 min): BM037832.D\data.ms (-1915) (- | m/z 111.10 100.00%

111.1
5000 55.1

o
154.2 14.50 15.00
| m‘u “M w‘““w‘wm w2043 2811 h/z 55.10  50.95%

m/z--> 50 100 150 200 250 300 350 400
Abundance #305112: (Z)-2-(henicos-12-en-1-yl)-6-methyl-2H-pyran-4
111.0

5000

o

T
14.50 15.00
m/z 43.10 41.48%

55.0
0 Ll 165.0209.0252.0 305.0 361.0404.(
\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350 400
Abundance #31971: 4-Butyl-5-methylpyrazalone
111.0

T
14.50 15.00

5000 m/z 57.10 40.92%
154.0
41.0 ‘ ‘
ol st o b
m/z--> 50 100 150 200 250 300 350 400
Abundance #73293: 5-Amino-1-methyl-2-piperidinone, N-(2-methylpr = S
111.0 14.50 15.00

m/z 41.10 36.97%

5000
43.0
I \“h I ‘ \‘H‘ 155.0

T \
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37832.D

Acq On : 02 Dec 2022 17:03
Operator : CG/JU

Sample : N5738-09DL 10X
Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 29 Divinyldimethylsilane Concentration Rank 49
R.T. EstConc Area Relative to ISTD R.T.
14.810 2.73 ng/ul 390693  Acenaphthene-di0 14.727
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Divinyldimethylsilane 112 C6H12Si 010519-87-6 52
2 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 38
3 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 38
4 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 38
5 Cyclohexane, 1-methyl-2-propyl- 140 CloH20 004291-79-6 35
Abundance Scan 1942 (14.810 min): BM037832.D\data.ms (-1939) (- | m/z 97.10 100.00%
97.1
55.1
5000
ws oo
155.1 : :
0 ‘;“““u ‘u‘ w‘“uh, Ly ‘!“wmh L P08 2830 4L s51p 82.78%
miz--> 50 100 150 200 250 300
Abundance #7172: Divinyldimethylsilane
97.0
5000 — —
28.0 14.50 15.00
m/z 43.10 80.247%
O\‘\‘\H““‘\“h\“\h’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #206621: Sulfurous acid, 2-propyl tridecyl ester
43.0
— ——
14.50 15.00
m/z 57.10 79.85%
5000 85.0
A || 180 1820070
m/z--> 50 100 150 200 250 300
Abundance  #241465: Sulfurous acid, pentadecyl 2-propyl ester = S
43.0 14.50 15.00
m/z 41.10 54.21%
h I LN
25.0
ot Ll B0 seg0 200 A
m/z--> 50 100 150 200 250 300 14.50 15.00
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

: 02
. CGg/

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
BM@37832.D

Dec 2022 17:03
Ju

¢ N5738-09DL 10X

. 14

Quant Method :

Quant Title

TIC Libra

ry

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.M

. SVOA CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 30 (DEL) Alkane: Straight-Chai... Concentration Rank 21

R.T EstConc Area Relative to ISTD R.T.
15.045 12.63 ng/ul 1804180  Acenaphthene-d10 14.727
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 70
3 Octacosane 394 C28H58 000630-02-4 64
4 Nonadecane 268 C19H40 000629-92-5 58
5 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 58

Abundance Scan 1982 (15.045 min): BM037832.D\data.ms (-1975) (- | m/z 57.10 100.00%
57.1
- \AJ¥MA,V\/“AAAJLVJ\/
159.2 = :
1 15.00
- M‘Hw\\ﬁ\ww TN L LT & N m/z 43.10 77.03%
m/z--> 50 100 150 200 250 300 350
Abundance #74005: Tetradecane
57.0
5000 e :
15.00
m/z 71.10  65.01%
9.0
Ol\\r’.\cg\ ‘\““\ ‘\“ \“‘\““ \“ \]W\4i1‘q T \1\9? \O\ T ‘ T T ‘ T T ‘ T T
miz--> 50 100 150 200 250 300 350
Abundance #141070: Heptadecane, 8-methyl-
57.0
T
15.00
5000 m/z 41.10 39.59%
126.0
ob kb L) tep0 2390
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane 7
57.0 15.00
m/z 85.10 39.08%
B W
ol I H | 1419183 0225.0 281.0 337.0 394.
““““““““‘ T e e
m/z--> 50 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37832.D

Acq On : 02 Dec 2022 17:03
Operator : CG/JU

Sample : N5738-09DL 10X
Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 31 (DEL) Alkane: Straight-Chai... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
15.104 11.35 ng/ul 1621170  Acenaphthene-d10 14.727
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 83
2 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 74
3 Tridecane 184 C13H28 000629-50-5 72
4 Tridecane, 1-iodo- 310 C13H27I ©35599-77-0 72
5 Undecane 156 C11H24 001120-21-4 72
Abundance Scan 1992 (15.104 min): BM037832.D\data.ms (-1989) (- | m/z 57.10 100.00%
57.1
P —
‘99-1 155.2 15.00 15.50
ol bbb Ly Ly 2253 2810 341 . 4310 86.28%
miz--> 50 100 150 200 250 300
Abundance #45480: Dodecane
57.0
5000 e —
15.00 15.50
F m/z 71.10  54.45%
8.0 170.0
OL\S-\Q‘\“““\‘!‘\“‘\“‘ \H\“\\‘\1\\‘\\\\|\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
== —
15.00 15.50
5000 m/z 85.10 47 .28%
99.0 140.0
182.0
o m— “ b 2260
m/z--> 50 100 150 200 250 300
Abundance #59029: Tridecane T ——
57.0 15.00 15.50
m/z 41.10 26.15%
5200 “\‘ L1290 1410 1840
e P e
m/z--> 50 100 150 200 250 300 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37832.D

Acq On : 02 Dec 2022 17:03
Operator : CG/JU

Sample : N5738-09DL 10X
Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 32 (DEL) Alkane: Straight-Chai... Concentration Rank 490
R.T. EstConc Area Relative to ISTD R.T.
15.157 5.01 ng/ul 715625  Acenaphthene-di0 14.727
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Ethyl-2,6,10-trimethylundecane 226 CleH34 1000432-25-9 72
2 Undecane, 4,8-dimethyl- 184 C13H28 017301-33-6 72
3 Tridecane, 4-methyl- 198 C14H30 026730-12-1 68
4 Nonane, 1-iodo- 254 C9H19I 004282-42-2 59
5 Decane, 4-methyl- 156 C11H24 002847-72-5 58

Abundance Scan 2001 (15.157 min): BM037832.D\data.ms (-1999) (- | m/z 43.10 100.00%

43.1
71.1
5000

—— —
‘ 99.1 1371 1792 15.00 15.50
Oty bt s e 1 208:3 23832672 01 10 81 6o
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #107247: 3-Ethyl-2,6,10-trimethylundecane
57.0
5000 85.0 T T
15.00 15.50
113.0141.0 m/z 57.10 80.18%
290 183.0
OH’\‘\‘H‘HH’H“\\‘HH‘HH‘\‘\H}‘\H\‘HH‘HH‘%]\-\G‘RH‘HH‘HH
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #59073: Undecane, 4,8-dimethyl-
43.0
—— —
71.0 15.00 15.50
5000 ITI/Z 85.10 38.83%
141.0
PN 0 i 71
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #74008: Tridecane, 4-methyl- T —
43.0 15.00 15.50
71.0 m/z 41.10 36.76%
5000
99.0 5.0
bbb 125077 aemo R
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37832.D

Acq On : 02 Dec 2022 17:03
Operator : CG/JU

Sample : N5738-09DL 10X
Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 33 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.222  18.37 ng/ul 2624750  Acenaphthene-d10 14.727
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Tetracosane 338 C24H50 000646-31-1 86
3 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 86
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86
5 Dodecane, 2-methyl-6-propyl- 226 CleH34 055045-08-4 83

Abundance Scan 2012 (15.222 min): BM037832.D\data.ms (-2008) (- | m/z 57.10 100.00%
7.1

57.
5000

F
9.1 15.00 15.50
141.2183.2 : :
ol b il 07t 18822052 3270 m/z 43.10 83.59%
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 —— —
15.00 15.50

o

00 . .
I L[] 141.0183.0225.0 281.0 337.0 394.
\\\‘\T\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

miz--> 50 100 150 200 250 300 350

Abundance #246481: Tetracosane

57.0

5000 m/z 85.10 46.09%
9.0
0 \‘ i u“\ ‘h\ h‘ | ]‘\.4?‘9 17830 225.0267.0 338.0
T L e e A e Tt e o
m/z--> 50 100 150 200 250 300 350
Abundance #158602: Tridecane, 7-hexyl- T T
57.0 15.00 15.50

5000
182.0
9
|

0 ‘
oL Llll 1140 | 2sooe0 -

T \
m/z--> 50 100 150 200 250 300 350 15.00 15.50

SFAM-EPA-BM120122.M Mon Dec 05 14:21:03 2022 Page: 37



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37832.D

Acq On : 02 Dec 2022 17:03

Operator : CG/JU

Sample : N5738-09DL 10X

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method :
Quant Title

TIC Library

: C:\Database\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.M
. SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 34 (DEL) Alkane: Straight-Chai... Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
15.551 66.91 ng/ul 9561510  Acenaphthene-d10 14.727
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane 184 (C13H28 000629-50-5 80
2 Pentadecane, 7-methyl- 226 Cl6H34 006165-40-8 76
3 Hexadecane 226 CleH34 000544-76-3 74
4 Pentadecane 212 C15H32 000629-62-9 72
5 Heptadecane 240 C17H36 000629-78-7 72

Abundance Scan 2068 (15.551 min): BM037832.D\data.ms (-2061) (- | m/z 57.10 100.00%
57.1

i

5000
109.1
15.50
0b s M‘ bid “H 1192118022263 2811 3271 Ly 43,10 75.40%
m/z--> 50 100 150 200 250 300 350
Abundance #59029: Tridecane
57.0
5000 - :
15.50
F m/z 71.10 51.32%
9.0
O 2\ T ¢ T ‘J‘ f“‘\ “ \“ \J‘-\4\J- ‘0\ ]\-8\‘4\.0‘ T T T ‘ L ‘ L ’ T
miz--> 50 100 150 200 250 300 350
Abundance #107232: Pentadecane, 7-methyl-
57.0
—r— ‘
15.50
5000 ITI/Z 41.10 37.64%
‘ 1120
AR N TRt
m/z--> 50 100 150 200 250 300 350
Abundance #107218: Hexadecane T ‘
57.0 15.50
m/z 85.10 34.27%
- M
0 ‘\ ‘ i “F?O‘ 141.0 183.0 226.0
““““‘ T e —r—
m/z--> 50 100 150 200 250 300 350 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37832.D

Acq On : 02 Dec 2022 17:03
Operator : CG/JU

Sample : N5738-09DL 10X
Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 35 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.616  15.23 ng/ul 2176340  Acenaphthene-d10 14.727
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane, 5-propyl- 226 CléH34 055045-11-9 64
2 Decane, 2-methyl- 156 C11H24 006975-98-0 60
3 Tridecane 184 C13H28 000629-50-5 53
4 Tridecane 184 C13H28 000629-50-5 53
5 Eicosane 282 C20H42 000112-95-8 52

Abundance Scan 2079 (15.616 min): BM037832.D\data.ms (-2074) (- | m/z 57.10 100.00%
57.1

i

5000
85.1
15.50 16.00
155.2
0 ‘Hl"Hlum‘_H“m“‘HuHH_u%?ﬂ_‘??‘?‘?wzﬁ?’fﬁ m/z 43.10 87.46%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #107223: Tridecane, 5-propyl-
57.0
5000 — —
15.50 16.00
85.0 m/z 71.10  70.82%
112.0
0 o | h‘ | | aa10 1830 3260
\\\‘\\\\‘\H\‘\\H‘\\\\‘\\\\‘HH‘\\H‘\\H‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #33083: Decane, 2-methyl-
57.0
—— —
15.50 16.00
5000 ITI/Z 41.10 39.38%
290 85.0
112.0
INEE Y
Obrer et el el e
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #59027: Tridecane T —

57.0 15.50 16.00
m/z 85.10 34.45%

5000 290 85.0

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 15.50 16.00

i

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37832.D

Acq On : 02 Dec 2022 17:03
Operator : CG/JU

Sample : N5738-09DL 10X
Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 36 unknown-06 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.663  13.99 ng/ul 1999370  Acenaphthene-d10 14.727
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, decahydro-1,6-dimet... 208 C15H28 029788-41-8 38
2 Pyridine-2,4-diamine 109 C5H7N3 000461-88-1 38
3 2-0x0-2,3-dihydro-1H-imidazole-4... 109 C4H3N30 1000294-08-6 35
4 1-(1,2,3-Trimethyl-cyclopent-2-e... 152 C1@H160 070987-81-4 35
5 2,4-Heptadienal, 2,4-dimethyl- 138 C9H140 042452-48-2 35

Abundance Scan 2087 (15.663 min): BM037832.D\data.ms (-2083) (- | m/z 109.10 100.00%

109.1
5000 55.1

— —r
155.1 15.50 16.00

- \L‘ (IR VLT ,M‘“‘J‘“\?‘?‘?:Z‘?ﬁ‘?-?ﬁ 22t 415 n/z 97.10  52.01%

m/z--> 50 100 150 200 250 300 350 400
Abundance #85386: Naphthalene, decahydro-1,6-dimethyl-4-(1-meth
109.0

41.0
M\

o

5000 165.0 — 7

15.50 16.00
m/z 55.10  44.64%

T \‘ ‘H\ T ‘] \“\ T ‘ L ‘ T T ‘ L ‘ T T ‘ T
miz--> 50 100 150 200 250 300 350 400
Abundance #6245: Pyridine-2,4-diamine
109.0

T 7
15.50 16.00

5000 m/z 82.10  35.23%

54.7
m/z--> 50 100 150 200 250 300 350 400

Abundance #6226: 2-Ox0-2,3-dihydro-1H-imidazole-4-carbonitrile —— —
109.0 15.50 16.00

m/z 41.10  20.39%

54.0
5000

Y o —— —
m/z--> 50 100 150 200 250 300 350 400 15.50 16.00

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37832.D

Acq On : 02 Dec 2022 17:03
Operator : CG/JU

Sample : N5738-09DL 10X
Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 37 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.963 78.32 ng/ul 11192400  Acenaphthene-d10 14.727
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 76
2 3,5-Dimethyldodecane 198 C14H30 107770-99-0 76
3 Octadecane, 2-methyl- 268 C19H40 001560-88-9 72
4 Heneicosane 296 C21H44 000629-94-7 72
5 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 70
Abundance Scan 2138 (15.963 min): BM037832.D\data.ms (-2130) (- | m/z 57.10 100.00%
57.1
‘ ‘99 16.00
1692 :
ol ““ lid ) 140-27P0< 2041 2393 282.. y,; 43,10 48.43%
miz--> 50 100 150 200 250
Abundance #59061: Undecane, 3,6-dimethyl-
57.0
5000 R
16.00
m/z 71.10 45.85%
27‘.0‘ | 130 4550
O\\‘\‘\“‘\‘1‘\“\”‘\“\\\“\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #74012: 3,5-Dimethyldodecane
57.0
——
16.00
5000 m/z 85.10 24.27%
99.0
27,0 169.0
oh ‘ - Bt
m/z--> 50 100 150 200 250
Abundance #158608: Octadecane, 2-methyl- ——
57.0 16.00
m/z 41.10 23.80%
99.0
i “‘ s et e
m/z--> 50 100 150 200 250 16.00

SFAM-EPA-BM120122.M Mon Dec 05 14:21:08 2022 Page: 41



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37832.D

Acq On : 02 Dec 2022 17:03
Operator : CG/JU

Sample : N5738-09DL 10X
Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 38 (DEL) Alkane: Straight-Chai... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
16.051 8.85 ng/ul 1264710  Acenaphthene-d10 14.727
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane, 4-methyl- 254 C18H38 026429-11-8 80
2 Tetradecane, 1-iodo- 324 C14H291I 019218-94-1 70
3 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 58
4 Carbonic acid, nonyl vinyl ester 214 C12H2203 1000383-25-6 58
5 Dodecane, 1-iodo- 296 C12H25I1 004292-19-7 58
Abundance Scan 2153 (16.051 min): BM037832.D\data.ms (-2150) (- | m/z 43.10 100.00%
5000
N \
197.1 196.2 16.00
ol ‘“‘u | HJ“H““M”‘% Lo eyl 2352 2821 355 n/y 71,10 77.64%
m/z--> 50 100 150 200 250 300 350
Abundance #141068: Heptadecane, 4-methyl-
43.0
5000 - ‘
5.0 16.00
m/z 57.10 76.09%
211.0
0 ‘ “\“\‘ \h‘\ ““ \fl‘-\zz? ‘:‘L\6\9\(‘)\ T ‘\‘ T \2\5‘4\(? LA B B
miz--> 50 100 150 200 250 300 350
Abundance #228592: Tetradecane, 1-iodo-
57.0
T 7 \
16.00
5000 m/z 41.10 41.44%
9.0
S i L 7Y
m/z--> 50 100 150 200 250 300 350
Abundance #176402: Hexadecane, 2,6,11,15-tetramethyl- — ‘
57.0 16.00
m/z 70.10 40.37%
5000
113.0 169.0
o0 | Ll L, | oo 270 o
m/z--> 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37832.D

Acq On : 02 Dec 2022 17:03
Operator : CG/JU

Sample : N5738-09DL 10X
Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 39 Sulfurous acid, butyl tetra... Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
16.110 5.75 ng/ul 1188930  Phenanthrene-d10 17.474
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1010309-18-1 91
2 Sulfurous acid, butyl hexadecyl ... 362 C20H4203S 1000309-18-3 90
3 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 87
4 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 86
5 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 86
Abundance Scan 2163 (16.110 min): BM037832.D\data.ms (-2160) (1 m/z 57.10 100.00%
57.1
1600 1650
133.1 197.3 ‘ : :
ol LA ﬂh‘ ‘ H LA, 007 2383 2821 385. ... 4310 96.24%
m/z--> 50 100 150 200 250 300 350
Abundance #241461: Sulfurous acid, butyl tetradecyl ester
57.0
5000 —— —
16.00 16.50
m/z 71.10 54.27%
i ‘\\ Ll w0 1970 aoo
miz--> 100 150 200 250 300 350
Abundance #271592:Sumu0usacm,buwlhexadecyleﬁer
57.0
—— —
16.00 16.50
5000 m/z 41.10 43 .54%
o) m\ 119010250 o
m/z--> 50 100 150 200 250 300 350
Abundance #284588: Sulfurous acid, butyl heptadecyl ester —— ——
57.0 16.00 16.50
m/z 85.10 40.12%
5000
7.0
0 | | | 1390 1830 2390 2010
A e Fe Co
m/z--> 50 100 150 200 250 300 350 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37832.D

Acq On : 02 Dec 2022 17:03
Operator : CG/JU

Sample : N5738-09DL 10X
Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 40 unknown-07 Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.

16.174 9.61 ng/ul 1987560  Phenanthrene-d10 17.474
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Oxalic acid, cyclobutyl heptadec... 382 C23H4204 1000309-70-7 46
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 43
3 Eicosyl isobutyl ether 354 C24H500 1000406-33-0 38
4 Cyclohexane, pentyl- 154 C11H22 004292-92-6 38
5 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 30

Abundance Scan 2174 (16.174 min): BM037832.D\data.ms (-2170) (1 | m/z 83.10 100.00%

83.1
5000

—
169 12113 16.00 16.50

ol A u‘h‘ 52 L s, 2831 3550 415 .. 57,10

m/z--> 50 100 150 200 250 300 350 400
Abundance #289315: Oxalic acid, cyclobutyl heptadecyl ester
58.0

5000 S —
16.00 16.50

m/z 55.10  81.94%

w
©
)

© -

N o |

R o

~

00

olidl “\H\"1‘1‘0“""‘_H‘_2‘33‘9””_”‘_‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #31433: Cyclohexane, pentyl-
83.0
1&00 1&50
5000 ITI/Z 41.10 67.53%
29,(% 154.0
0‘H‘\‘\“d‘\“\“”\‘”H“HH“H“HH‘HH‘HH‘H M
m/z--> 50 100 150 200 250 300 350 400
Abundance #264244: Eicosyl isobutyl ether — T
57.0 16.00 16.50

m/z 82.10 66.58%

5000 u\/v\/kw
]

\“H ‘H H ‘\ I :!755 0 211.0 280.0
RS (R T it . -

m/z--> 50 100 150 200 250 300 350 400 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37832.D

Acq On : 02 Dec 2022 17:03

Operator : CG/JU

Sample : N5738-09DL 10X

Misc

ALS Vial : 14 Sample Multiplier: 1

¢ Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.M
. SVOA CALIBRATION

Quant Method
Quant Title

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 41 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T EstConc Area Relative to ISTD R.T.
16.416 41.07 ng/ul 8496170  Phenanthrene-d10 17.474
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Nonane, 5-butyl- 184 C13H28 017312-63-9 90
3 Tridecane 184 C13H28 000629-50-5 90
4 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 86
5 Tetradecane 198 C14H3e 000629-59-4 86

Abundance Scan 2215 (16.416 min): BM037832.D\data.ms (-2211) (- | m/z 57.10 100.00%
57.1
—
99.1 1412 16.50
ol b bl g 295e 1832 240.3 2811 327.  y/; 43.10  76.01%
m/z--> 50 100 150 200 250 300
Abundance #158600: Nonadecane
57.0
5000 T T
16.50
m/z 71.10 58.35%
99.0
| H\ I u‘ | :\1'41'0 183.0 268.0
O+ “\‘\\‘\‘\‘\\\“‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300
Abundance #59031: Nonane, 5-butyl-
43.0
—
85.0 16.50 ;
5000 126.0 ITI/Z 85.10 39.82%
o Ml L asa0
m/z--> 50 100 150 200 250 300
Abundance #59029: Tridecane —
57.0 16.50
m/z 41.10 35.86%
- m
99.0
RETIRAE: 0 eroass0 -
m/z--> 50 100 150 200 250 300 16.50

SFAM-EPA-BM120122.M Mon Dec 05 14:21:15 2022

Page: 45



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37832.D

Acq On : 02 Dec 2022 17:03
Operator : CG/JU

Sample : N5738-09DL 10X
Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 42 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.445 64.29 ng/ul 13298200  Phenanthrene-d10 17.474
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 83
2 Sulfurous acid, 2-ethylhexyl und... 348 C19H4003S 1000309-19-4 80
3 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 72
4 Sulfurous acid, 2-ethylhexyl tri... 376 C21H4403S 1000309-19-6 64
5 Undecane, 6,6-dimethyl- 184 C13H28 017312-76-4 53
Abundance Scan 2220 (16.445 min): BM037832.D\data.ms (-2217) (1 m/z 57.10 100.00%
57.1
- uLNM
‘ 113.2 ——
183.2 16.50
0 u“ “u L “‘u“lf‘?r‘l‘ Lo 24482811  SALL /7 71,10 78.14%
miz--> 50 100 150 200 250 300
Abundance #158620: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 1
16.50
113.0 ITI/Z 43.10 49, 35%
‘ ‘ ‘ 183.0
O T “\ ‘\‘ “\ “‘ \“ T “’ \‘ \“\ \‘ "\ T \“ T ‘ T \2\5)‘3\.0\ L ‘ T T T
miz--> 50 100 150 200 250 300
Abundance  #257564: Sulfurous acid, 2-ethylhexyl undecyl ester
57.0
——
16.50
5000 m/z 85.10 23.81%
113.0
L] s
o S O et —
m/z--> 50 100 150 200 250 300
Abundance #22108: Octane, 3,6-dimethyl- T
57.0 16.50
m/z 41.10 22.36%
5000
113.0
ol d b ——
m/z--> 50 100 150 200 250 300 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37832.D

Acq On : 02 Dec 2022 17:03
Operator : CG/JU

Sample : N5738-09DL 10X
Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 43 (DEL) Alkane: Straight-Chai... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
16.757 10.60 ng/ul 2193100  Phenanthrene-d10 17.474
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 86
2 Octacosane 394 C28H58 000630-02-4 86
3 Tetradecane, 4-ethyl- 226 Cl6H34 055045-14-2 86
4 Nonadecane 268 C19H40 000629-92-5 86
5 Tridecane, 1-iodo- 310 C13H27I ©35599-77-0 86

Abundance Scan 2273 (16.757 min): BM037832.D\data.ms (-2270) (- | m/z 57.10 100.00%

57.1
5000

I T
‘ 154.2 16.50 17.00
Hm_\‘u“u” L 7195123932836 m/z 71.10  70.70%

m/z--> 50 100 150 200 250 300 350
Abundance #176403: Hexadecane, 2,6,10,14-tetramethyl-
57.0

5000 — -
16.50 17.00

m/z 43.10 66.19%

113.0
1830
m/z--> 0 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0

T T
16.50 17.00

o

o

5000 m/z 85.10 39.86%
ol Lk h‘ Il H L 141 0183.0225.0 281.0 337.0 394.
i L g B = N e e
m/z--> 50 100 150 200 250 300 350
Abundance #107225: Tetradecane, 4-ethyl- — —
43.0 16.50 17.00

m/z 41.10 31.56%

5000 85.0
hh 127.0 197.0
[

Ot ",HMu_‘w‘_m_m_m_m —— ——
m/z--> 50 100 150 200 250 300 350 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37832.D

Acq On : 02 Dec 2022 17:03
Operator : CG/JU

Sample : N5738-09DL 10X
Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 44 unknown-08 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.821 16.07 ng/ul 3323390  Phenanthrene-d10 17.474
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecane, 1-iodo- 380 C18H371 000629-93-6 46
2 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 46
3 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 45
4 Sulfurous acid, 2-propyl undecyl... 278 C14H3003S 1000309-12-2 43
5 Borane, diethyl(decyloxy)- 226 C14H31BO 1000152-34-3 43
Abundance Scan 2284 (16.821 min): BM037832.D\data.ms (-2281) (-~ | m/z 57.10 100.00%
57.1
5000
182.2
— ——
‘ 99.1 ‘ 16.50 17.00
ob bk b | L IAEE L 289.3 2800 341 s 10 5o.a0%
miz--> 50 100 150 200 250 300
Abundance #287350: Octadecane, 1-iodo-
57.0
5000 — ——
16.50 17.00
m/z 71.10 51.67%
O T “\ \‘ ‘ ‘H “ ‘L T fl-\':_’)s\.()\ \1\97‘.(\)\ \2\5)‘3\.0\ L ‘ T T T
miz--> 50 100 150 200 250 300
Abundance #261137: Hexadecane, 1-iodo-
57.0
— ——
16.50 17.00
5000 m/z 85.10 51.54%
99.0 155.0 225.0
0 S Mo O S
miz--> 50 100 150 200 250 300
Abundance #141076: Pentadecane, 2,6,10-trimethyl- — —
57.0 16.50 17.00
m/z 182.20  33.58%
: N\lA’/\
ol 1y 0 amo w0 a0 el |
m/z--> 50 100 150 200 250 300 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37832.D

Acq On : 02 Dec 2022 17:03
Operator : CG/JU

Sample : N5738-09DL 10X
Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 45 1-Iodo-2-methylnonane Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
16.921 8.84 ng/ul 1829440  Phenanthrene-d10 17.474
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Todo-2-methylnonane 268 C10H21I 1000101-47-9 92
2 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1010309-18-1 87
3 Dodecane, 4,9-dipropyl- 254 C18H38 003054-63-5 87
4 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 87
5 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 86
Abundance Scan 2301 (16.921 min): BM037832.D\data.ms (-2298) (- | m/z 57.10 100.00%
57.1
o w
111.1 ‘17‘00‘
211.3 :
ol | M Ly AE915007 2623 3421 4290 .. 4310 90.52%
m/z--> 50 100 150 200 250 300 350 400
Abundance #157266: 1-lodo-2-methylnonane
43.0
5000 T
17.00
m/z 71.10 49.99%
L 2T 210 ses0
\\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #241461: Sulfurous acid, butyl tetradecyl ester
57.0
——
17.00
5000 m/z 85.10 38.69%
RN P T
m/z--> 50 lOO 150 200 250 300 350 400
Abundance #141073: Dodecane, 4,9-dipropyl- ——
57.0 17.00
m/z 41.10 37.67%
5000
211.0
” 0155.0 ‘
oH\_WM,uu“mw‘m_‘H,HH_MWH ——
m/z--> 50 100 150 200 250 300 350 400 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37832.D

Acq On : 02 Dec 2022 17:03

Operator : CG/JU

Sample : N5738-09DL 10X

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 46 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T EstConc Area Relative to ISTD R.T.
17.210  30.37 ng/ul 6281430  Phenanthrene-d10 17.474
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Octadecane 254 (C18H38 000593-45-3 93
3 Pentadecane 212 C15H32 000629-62-9 91
4 Tetradecane 198 C14H30 000629-59-4 91
5 Heptadecane 240 C17H36 000629-78-7 90
Abundance Scan 2350 (17.210 min): BM037832.D\data.ms (-2346) (1 m/z 57.10 100.00%
57.1
e WMWN\MM
—— —
h 9.1 1412 106.2 17.00 17.50
oL ddd 3812 1962 2844 3248 .., 43.10  75.92%
m/z--> 50 100 150 200 250 300 350
Abundance #141058: Octadecane
57.0
5000 —r ——
17.00 17.50
9.0 m/z 71.10 58.38%
Lm0 o
O\\‘\‘\“ \‘\‘\‘“‘\“‘ \“‘\“\ 1““\‘\ \‘\"\\\\“\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #141057: Octadecane
57.0
—— —
17.00 17.50
5000 m/z 85.10 41.08%
9.0
L4 14101830 2540
oLl o T
m/z--> 50 100 150 200 250 300 350
Abundance #90189: Pentadecane T —
57.0 17.00 17.50
m/z 41.10 33.32%
v J»qAAJVv\JAAXWxAﬂV»MN
9.0
0280, | | F gae amee WL N
m/z--> 50 100 150 200 250 300 350 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37832.D

Acq On : 02 Dec 2022 17:03
Operator : CG/JU

Sample : N5738-09DL 10X
Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 47 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.263 56.69 ng/ul 11726800  Phenanthrene-d10 17.474
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane, 2-methyl- 198 C14H3e 001560-96-9 90
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 87
3 Heptacosane 380 C27H56 000593-49-7 78
4 Decane, 5-propyl- 184 C13H28 017312-62-8 64
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 64
Abundance Scan 2359 (17.263 min): BM037832.D\data.ms (-2354) (- | m/z 57.10 100.00%
57.1
2 M&AAJ&A\JAANxJLPVﬁAf
1700 1750
41.2183.2 : :
om‘“ “wu‘\ H‘_m_"2‘?3‘3”‘3‘2}4?_‘” m/z 71.16  73.14%
m/z--> 50 100 150 200 250 300 350
Abundance #74013: Tridecane, 2-methyl-
57.0
5000 — —
17.00 17.50
m/z 43.10 54.33%
‘ 90 1550
O\\‘\“‘”‘H‘\‘\‘\\“‘\\\]-\g?\()\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #132769: 2-Bromo dodecane
57.0
—— —
17.00 17.50
5000 m/z 85.10 41.44%
9.0 169.0
S YT E—
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane 7 —
57.0 17.00 17.50
m/z 41.10 28.17%
- w\jutwv
ol \ L F ‘3}410183022502670 323.0 380.
A A T T T e —— —
m/z--> 50 100 150 200 250 300 350 17.00 17.50
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

: 02

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
BM@37832.D

Dec 2022 17:03

: CG/JU
: N5738-09DL 10X

. 14

Quant Method :

Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.M

. SVOA CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 48 2-Bromo dodecane Concentration Rank 20

R.T EstConc Area Relative to ISTD R.T.
17.680  13.43 ng/ul 2778110  Phenanthrene-d10 17.474
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 55
2 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 53
3 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 52
4 Tetratetracontane 619 C44H99 007098-22-8 52
5 Pentadecane, 3-methyl- 226 Cl6H34 002882-96-4 52

Abundance Scan 2430 (17.680 min): BM037832.D\data.ms (-2427) (- | m/z 57.10 100.00%
57.1
—— —
H‘ 11.1 196.2 2533 17.50 18.00
(e N‘m poi bk 22988 3103 4010 n/; 4310 96.16%
m/z--> 50 100 150 200 250 300 350 400
Abundance #132769: 2-Bromo dodecane
57.0
5000 —r ——
17.50 18.00
m/z 71.10 57.51%
130 169.0
O\\“\‘\“ ‘\‘h\‘\\\1‘\f\\‘\\\24‘8\0\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #193303: Dodecane, 1-iodo-
57.0
—— —
17.50 18.00
5000 m/z 55.10 47 .27%
155.0
o L0100 2uo 260
m/z--> 50 100 150 200 250 300 350 400
Abundance #310570: Heptacosane, 1-chloro- T T
57.0 17.50 18.00
m/z 97.10 45.07%
5000
0 \‘ “‘ n Hm - 183.0 231.0 287.0 343.0 414(
“““ — e e e —— ——
m/z--> 50 100 150 200 250 300 350 400 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37832.D

Acq On : 02 Dec 2022 17:03
Operator : CG/JU

Sample : N5738-09DL 10X
Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 49 (DEL) Alkane: Straight-Chai... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
17.745 11.68 ng/ul 2416470  Phenanthrene-d10 17.474
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane, 3-methyl- 254 C18H38 006418-44-6 93
2 Pentadecane, 2-methyl- 226 Cl6H34 001560-93-6 81
3 Tetradecane 198 C14H30 000629-59-4 76
4 Undecane, 3-methyl- 170 C12H26 001002-43-3 74
5 Tridecane 184 C13H28 000629-50-5 68

Abundance Scan 2441 (17.745 min): BM037832.D\data.ms (-2438) (1 | m/z 57.10 100.00%

57.1
5000

S
183.2 17.50 18.00
141.1 .
1 % Ly 2393278.4

0 Ayl TR 2r8a S84 nyy 43.10 57.39%

m/z--> 50 100 150 200 250 300 350
Abundance #141069: Heptadecane, 3-methyl-
57.0

5000 T —
17.50 18.00
m/z 71.10 54.31%
1.0 225.0
O\\\“‘\U‘\“\“"\“‘\]\-8\3\()‘\\“\\’\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #107227: Pentadecane, 2-methyl-
43.0
— —
17.50 18.00
5000 ITI/Z 85.10 36.76%
5.0
183.0
N B 1
m/z--> 50 100 150 200 250 300 350
Abundance #74004: Tetradecane T ——
57.0 17.50 18.00

m/z 41.10 36.52%

- W

9.0
L5 Q‘ ‘ H ‘\ \‘\ \‘ L :!-4\10 19\80

m/z--> 50 100 150 200 250 300 350 17.50 18.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37832.D
Acq On : 02 Dec 2022 17:03

Operator : CG/JU

Sample
Misc
ALS vial : 14

Quant Method :
Quant Title

TIC Library

¢ N5738-09DL 10X

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.M

. SVOA CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 50 (DEL) Alkane: Straight-Chai... Concentration Rank 7

R.T EstConc Area Relative to ISTD R.T.
17.945 38.68 ng/ul 8001790  Phenanthrene-d10 17.474
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 93
3 Decane, 1-iodo- 268 C10H21I 002050-77-3 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Nonadecane 268 C19H40 000629-92-5 91

Abundance Scan 2475 (17.945 min): BM037832.D\data.ms (-2471) (- | m/z 57.10 100.00%
57.1
5000 MMK\//\M
——
o9 141. 2 183.2 ‘ 18.00
oL d b il 141218322242 26843043 356. 1/, 43.19 75.07%
m/z--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0
5000 R
18.00
m/z 71.10 58.04%
\\\‘ \\\\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 100 150 200 250 300 350
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
——
18.00
5000 m/z 85.10 41.33%
99.0 140.0
AT D S
m/z--> 50 100 150 200 250 300 350
Abundance #157264: Decane, 1-iodo- —
57.0 18.00
m/z 41.10 32.90%
5000
‘ 99.0 155.0
AR S R L R -
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\BM120222\
Data File : BM@37832.D

Acq On : 02 Dec 2022 17:03
Operator : CG/JU

Sample : N5738-09DL 10X
Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 51 n-Hexadecanoic acid Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
18.345 12.21 ng/ul 2525500  Phenanthrene-d10 17.474
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 46
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 42
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 38
5 Tetradecanoic acid 228 C14H2802 000544-63-8 38
Abundance Scan 2543 (18.345 min): BM037832.D\data.ms (-2540) (- | m/z 43.10 100.00%
43.1
5000 M/L
12091 1921 — S—
‘ ‘ ‘ 256.3 18.00 18.50
ol | Ly ‘M“ .H“h MH M\\ H ‘\L\‘\u‘ oy ‘ 302} ‘35‘5"; - ‘4‘29‘ m/z 57.10 74.71%
m/z--> 50 100 150 200 250 300 350 400
Abundance #143510: n-Hexadecanoic acid
60.(¢
5000 129.0 N RN
18.00 18.50
H 213.0 m/z 71.10 61.03%
0 ‘\“““\“h““ M\h} ‘ \\ \‘ \‘\ “ \“r “25‘?‘ \0\ L L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #109284: Tetradecanoic acid
73.0
— ——
129.0 18.00 18.50
5000 185.0 m/z 41.10 57 .60%
R9.
AL o
oLl e
m/z--> 50 100 150 200 250 300 350 400
Abundance #109283: Tetradecanoic acid — —
73.0 18.00 18.50
m/z 73.10 55.67%
5000 129.0
185.0
m/z--> 50 100 150 200 250 300 350 400 18.00 18.50
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

z

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
BM@37832.D

: 02 Dec 2022 17:03
: CG/JU
: N5738-09DL 10X

. 14

Quant Method :

Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.M

. SVOA CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 52 (DEL) Alkane: Straight-Chai... Concentration Rank 8

R.T EstConc Area Relative to ISTD R.T.
18.633  32.16 ng/ul 6653580  Phenanthrene-d10 17.474
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane 282 (C20H42 000112-95-8 95
2 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 94
3 Nonadecane 268 C19H40 000629-92-5 91
4 Octadecane 254 C18H38 000593-45-3 91
5 Heptacosane 380 C27H56 000593-49-7 90

Abundance Scan 2592 (18.633 min): BM037832.D\data.ms (-2588) (- | m/z 57.10 100.00%

57.1
5000

e e
‘ 132 100, ‘ 18.50 19.00
ol b i i ) 2242 282383290 4T n/z 43.10  72.54%
miz--> 50 100 150 200 250 300 350 400
Abundance #176386: Eicosane
57.0
5000 —— ——
18.50 19.00

m/z 71.10 59.02%

O T “ “ H‘ \H‘\J‘]] \1 T ‘\ \‘ ‘]-\6\9 \O\ ’2\2\!:_)\\0‘ \2\8\2\(‘)\ LI ‘ T T ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0

T
18.50 19.00
5000 m/z 85.10 42.79%

140.0
ol Abbil, | 1802260
miz--> 50 100 150 200 250 300 350 400

Abundance #158597: Nonadecane T —
57.0 18.50 19.00
m/z 41.10 30.52%
- NMJ\MM
oL ‘L | |0 1690 22502680
L e T LA I e — 7
m/z--> 50 100 150 200 250 300 350 400 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37832.D

Acq On : 02 Dec 2022 17:03
Operator : CG/JU

Sample : N5738-09DL 10X
Misc

ALS vial : 14

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.M

. SVOA CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 53 (DEL) Alkane: Straight-Chai... Concentration Rank 36

R.T EstConc Area Relative to ISTD R.T.
18.886  6.57 ng/ul 1359296  Phenanthrene-die 17.474
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 pentadecane, 8-hexyl- 206 Co1Haa 013475-75-7 42

2 1-TIodo-2-methylnonane 268 C10H21I 1000101-47-9 25
3 Pentadecane 212 C15H32 000629-62-9 25
4 Tridecane, 1-iodo- 310 C13H27I ©35599-77-0 25
5 Decane, 3-methyl- 156 C11H24 013151-34-3 25
Abundance Scan 2635 (18.886 min): BM037832.D\data.ms (-2632) (- | m/z 57.10 100.00%
57.1
208.1
5000 152.1
1850  19.00
— i ‘\%ﬂm‘ﬂw\w Liy 4 u“““\“w«‘zﬁlﬁ 3861429 L. j08.10  75.56%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194597: Pentadecane, 8-hexyl-
43.0
5000 — —
18.50 19.00
43.10 71.44%
0.0 196.0 m/z
0 \\\J “\nh‘\‘i‘\h“ \“‘\J\ \“‘\1\\“‘ r“\ \2\5‘2\.0\\ L LA
m/z--> 50 100 150 200 250 300 350 400
Abundance #157266: 1-lodo-2-methylnonane
43.0
— —
18.50 19.00
5000 m/z 71.10 68.72%
127.0
0 LT o116 a8
A
m/z--> 50 100 150 200 250 300 350 400
Abundance #90189: Pentadecane “ —
57.0 18.50 19.00
m/z 85.10 53.33%
B M
| ‘ 13.0 212.0
ol b i e e - Y
m/z--> 50 100 150 200 250 300 350 400 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37832.D

Acq On : 02 Dec 2022 17:03
Operator : CG/JU

Sample : N5738-09DL 10X
Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 54 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.262  29.65 ng/ul 6134350  Phenanthrene-d10 17.474
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Pentadecane 212 C15H32 000629-62-9 83
3 Tetracosane 338 C24H50 000646-31-1 83
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 83
5 Nonadecane 268 C19H40 000629-92-5 83

Abundance Scan 2699 (19.262 min): BM037832.D\data.ms (-2694) (- | m/z 57.10 100.00%

57.1
5000

— —
13.2 206.2 ‘ 19.00 19.50
ol A Al 29043428 4200 4, 43,00 70.43%

m/z--> 50 100 150 200 250 300 350 400
Abundance #287977: Heptacosane
57.0

5000 — e
19.00 19.50

m/z 71.10 60.58%
\\\\‘

J‘ “ 113.0 1690 225.0 281.0 380.0
\\‘\\\\‘\1\\‘T\\\‘\\\\‘\\\\‘\\f\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #90189: Pentadecane
57.0

T
19.00 19.50

o

5000 ITI/Z 85.10 44 ,54%
0 . “" ‘!\ ‘|“‘1“3“(‘)“ T L \2‘1\2\(\)\ [rrrrprrrrprrrrprorors Mm
m/z--> 50 100 150 200 250 300 350 400
Abundance #246481: Tetracosane T 7
57.0 19.00 19.50

m/z 41.10  29.20%

T

0 \‘ \‘ 130 169.0 2250 281.0 3380
A A A e

T ‘
m/z--> 50 100 150 200 250 300 350 400 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37832.D

Acq On : 02 Dec 2022 17:03
Operator : CG/JU

Sample : N5738-09DL 10X
Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 55 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
20.362  25.84 ng/ul 2630700  Chrysene-d12 21.639
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Heptadecane 240 C17H36 000629-78-7 94
3 Dodecane, 2-methyl-6-propyl- 226 CleH34 055045-08-4 93
4 Heptadecane 240 C17H36 000629-78-7 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 2886 (20.362 min): BM037832.D\data.ms (-2883) (- | m/z 57.10 100.00%
57.1
5000 ww
‘ 20‘06 20‘56
113.2 . .
219.2
a——. 1] [ 169221922733 3583 4265 oo 43,10 71.03%
m/z--> 0O 50 100 150 200 250 300 350 400 450
Abundance #123960: Heptadecane
57.0
5000 — ——
20.00 20.50
m/z 71.10 62.64%
L IJ\’l 169.0 240.0
O\\l\‘f‘\l!‘\IT\“\}“H‘\\\‘\\\\l‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #123958: Heptadecane
57.0
— —
20.00 20.50
5000 m/z 85.10 44 . 80%
\‘ 1180 169.0 240.0
s
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #107244: Dodecane, 2-methyl-6-propyl- “ —
57.0 20.00 20.50
m/z 55.10 27.12%
2000 MM\A/
140.0
m/z--> 0 50 100 150 200 250 300 350 400 450 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37832.D

Acq On : 02 Dec 2022 17:03
Operator : CG/JU

Sample : N5738-09DL 10X
Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 56 (DEL) Alkane: Straight-Chai... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
20.856  12.49 ng/ul 1271910  Chrysene-d12 21.639
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Heptadecane 240 C17H36 000629-78-7 95
3 Octadecane 254 C18H38 000593-45-3 91
4 Octadecane 254 C18H38 000593-45-3 90
5 Pentacosane 352 C25H52 000629-99-2 87

Abundance Scan 2970 (20.856 min): BM037832.D\data.ms (-2967) (- | m/z 57.10 100.00%
57.1

3

5000
2050  21.00
o AMIRPTY  230%204335040101 4800549, 1 4310 6g.30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123958: Heptadecane
57.0
5000

“ T
20.50 21.00
m/z 71.10 60.28%

w 27.0 240.0
O‘\\HT"\J!H'!J‘\A\‘\#‘l\‘\\l\‘\\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123959: Heptadecane
57.0
— —
20.50 21.00
5000 ITI/Z 85.10 41.77%
UWLzmo s
0 b e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141058: Octadecane “ —
57.0 20.50 21.00
m/z 41.10 25.40%
- W
7.0
NI L N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37832.D

Acqg On : 02 Dec 2022 17:03
Operator : CG/JU

Sample : N5738-09DL 10X
Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.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|
(DEL) Alkane: S... 11.063 5.5 ng/ul 565689 2 10.916 2072400 20.0
unknown-01 11.287 2.1 ng/ul 217858 2 10.916 2072400 20.0
(DEL) Alkane: S... 11.404 3.0 ng/ul 307948 2 10.916 2072400 20.0
(DEL) Alkane: C... 11.598 6.1 ng/ul 636601 2 10.916 2072400 20.0
Isobutyl hexade... 11.739 2.1 ng/ul 213050 2 10.916 2072400 20.0
(DEL) Alkane: S... 11.816 3.4 ng/ul 352689 2 10.916 2072400 20.0
(DEL) Alkane: S.. 11.922 10.0 ng/ul 1036240 2 10.916 2072400 20.0
(DEL) Alkane: C.. 11.963 2.2 ng/ul 225774 2 10.916 2072400 20.0
(DEL) Alkane: S.. 12.186 2.9 ng/ul 297426 2 10.916 2072400 20.0
(DEL) Alkane: S. 12.316 14.5 ng/ul 1502490 2 10.916 2072400 20.0
Hexanoic acid, ... 12.416 2.1 ng/ul 220897 2 10.916 2072400 20.0
unknown-02 12.533 7.5 ng/ul 778314 2 10.916 2072400 20.90
Dodecane, 1-flu... 12.945 7.0 ng/ul 1006610 3 14.727 2857950 20.0
(DEL) Alkane: S. 13.116 2.8 ng/ul 398327 3 14.727 2857950 20.0
(DEL) Alkane: S 13.204 2.1 ng/ul 294539 3 14.727 2857950 20.0
(DEL) Alkane: S... 13.257 15.1 ng/ul 2156310 3 14.727 2857950 20.0
(DEL) Alkane: S... 13.539 26.2 ng/ul 3746980 3 14.727 2857950 20.0
(DEL) Alkane: S 13.633 2.5 ng/ul 355723 3 14.727 2857950 20.0
(DEL) Alkane: S 13.780 2.1 ng/ul 293945 3 14.727 2857950 20.0
(DEL) Alkane: S... 13.933 3.2 ng/ul 452889 3 14.727 2857950 20.0
unknown-03 14.063 3.9 ng/ul 554607 3 14.727 2857950 20.0
(DEL) Alkane: S 14.192 31.7 ng/ul 4534720 3 14.727 2857950 20.0
(DEL) Alkane: S... 14.233 8.4 ng/ul 1194810 3 14.727 2857950 20.0
(DEL) Alkane: S... 14.310 4.6 ng/ul 661552 3 14.727 2857950 20.0
(DEL) Alkane: S... 14.369 2.9 ng/ul 416012 3 14.727 2857950 20.0
unknown-04 14.551 7.0 ng/ul 1003380 3 14.727 2857950 20.0
(DEL) Alkane: S... 14.610 97.6 ng/ul 13943100 3 14.727 2857950 20.0
unknown-05 14.675 11.9 ng/ul 1700490 3 14.727 2857950 20.0
Divinyldimethyl... 14.810 2.7 ng/ul 390693 3 14.727 2857950 20.0
(DEL) Alkane: S.. 15.045 12.6 ng/ul 1804180 3 14.727 2857950 20.0
(DEL) Alkane: S.. 15.104 11.4 ng/ul 1621170 3 14.727 2857950 20.0
(DEL) Alkane: S.. 15.157 5.0 ng/ul 715625 3 14.727 2857950 20.0
(DEL) Alkane: S.. 15.222 18.4 ng/ul 2624750 3 14.727 2857950 20.0
(DEL) Alkane: S.. 15.551 66.9 ng/ul 9561510 3 14.727 2857950 20.0
(DEL) Alkane: S... 15.616 15.2 ng/ul 2176340 3 14.727 2857950 20.0
unknown-06 15.663 14.0 ng/ul 1999370 3 14.727 2857950 20.0
(DEL) Alkane: S... 15.963 78.3 ng/ul 11192400 3 14.727 2857950 20.0
(DEL) Alkane: S... 16.051 8.8 ng/ul 1264710 3 14.727 2857950 20.0
Sulfurous acid,... 16.110 5.8 ng/ul 1188930 4 17.474 4137150 20.0
unknown-07 16.174 9.6 ng/ul 1987560 4 17.474 4137150 20.0
(DEL) Alkane: S... 16.416 41.1 ng/ul 8496170 4 17.474 4137150 20.0
(DEL) Alkane: S... 16.445 64.3 ng/ul 13298200 4 17.474 4137150 20.0
(DEL) Alkane: S... 16.757 10.6 ng/ul 2193100 4 17.474 4137150 20.0
unknown-08 16.821 16.1 ng/ul 3323390 4 17.474 4137150 20.0
1-TIodo-2-methyl... 16.921 8.8 ng/ul 1829440 4 17.474 4137150 20.0
(DEL) Alkane: S... 17.210 30.4 ng/ul 6281430 4 17.474 4137150 20.0
(DEL) Alkane: S... 17.263 56.7 ng/ul 11726800 4 17.474 4137150 20.0
2-Bromo dodecane 17.680 13.4 ng/ul 2778110 4 17.474 4137150 20.0
(DEL) Alkane: S... 17.745 11.7 ng/ul 2416470 4 17.474 4137150 20.0
(DEL) Alkane: S... 17.945 38.7 ng/ul 8001790 4 17.474 4137150 20.0
n-Hexadecanoic ... 18.345 12.2 ng/ul 2525500 4 17.474 4137150 20.0
(DEL) Alkane: S... 18.633 32.2 ng/ul 6653580 4 17.474 4137150 20.0
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(DEL) Alkane:
(DEL) Alkane:
(DEL) Alkane:
(DEL) Alkane:

nunuémon

18.886
19.262
20.362
20.856
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ng/ul
ng/ul
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1359290
6134350
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1271910
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