LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM0@47008.D

Acqg On i 06 Aug 2024 02:06
Operator : RC/JU

Sample : P3171-12

Misc :

ALS Vvial : 25 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-BM080224.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@47008.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.675 120 134 137 rBV 254395 686355 1.43% 0.297%
2 5.463 431 438 444 rVB2 1052629 1472449 3.07% 0.637%
3 6.063 532 540 543 rVV3 282368 654539 1.37% 0.283%
4 6.416 597 600 605 rvVV 548848 741557 1.55% 0.321%
5 6.469 605 609 613 rVW 660440 1037038 2.16% 0.449%
6 6.504 613 615 619 rVW 513036 667028 1.39% 0.289%
7 6.598 619 631 635 rVV3 1029548 3042355 6.35% 1.316%
8 6.751 649 657 661 rBV 797236 1268315 2.65% 0.549%
9 6.793 661 664 669 rvB2 478123 675250 1.41% 0.292%
106 6.851 669 674 678 rBV 447878 700878 1.46% 0.303%
11 6.940 684 689 700 rVB 1008361 1817113 3.79% 0.786%
12 7.040 700 706 716 rBV2 3778172 6162850 12.86% 2.667%
13 7.387 759 765 771 rVB2 1314087 2223890 4.64% 0.962%
14 7.481 775 781 794 rVB2 2197927 4098440 8.56% 1.773%
15 7.675 808 814 822 rVBS5 403482 1088829 2.27% 0.471%
16 7.828 835 840 845 rBV2 532624 795940 1.66%  0.344%
17 7.934 854 858 864 rVB2 970108 1590912 3.32% 0.688%
18 7.992 864 868 871 rBV 595171 827016 1.73% ©.358%
19 8.034 871 875 877 rBV2 676120 933826 1.95% 0.404%
20 8.063 877 880 885 rVB 707544 912628 1.91% 0.395%
21 8.116 885 889 893 rVB 1083510 1468752 3.07% 0.636%
22 8.163 893 897 900 rBvV 681159 981982 2.05% 0.425%
23 8.339 922 927 932 rBV 416507 634307 1.32% 0.274%
24 8.392 932 936 942 rVB 475979 707997 1.48% 0.306%
25 8.492 943 953 956 rBV2 647977 1340373 2.80% 0.580%
26 8.539 956 961 966 rVV 956446 1656987 3.46% 0.717%
27 8.628 971 976 983 rVB 3852005 5684260 11.87% 2.459%
28 8.734 983 994 1001 rBV7 818537 2105837 4.40% 0.911%
29 8.816 1001 1008 1012 rBV3 330446 728621 1.52% 0.315%
30 9.063 1047 1050 1057 rVB2 356432 714669 1.49%  0.309%
31 9.251 1076 1082 1088 rBV3 1025988 2036199 4.25% 0.881%
32 9.469 1110 1119 1125 rVB2 570646 1353700 2.83% 0.586%
33 9.534 1125 1130 1133 rBV 470104 748917 1.56% 0.324%
34 9.616 1140 1144 1147 rBV 494465 778544 1.63% 0.337%
35 9.716 1158 1161 1165 rVvV2 406559 600421 1.25% 0.260%

36 9.792 1165 1174 1181 rVB2 1362403 2604318 5.44% 1.127%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM0@47008.D

Acqg On i 06 Aug 2024 02:06
Operator : RC/JU

Sample : P3171-12

Misc :

ALS Vvial : 25 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-BM080224.MA.M
Title : SVOA CALIBRATION
37 9.869 1181 1187 1192 rBV2 522871 822323 1.72% 0.356%
38 10.157 1226 1236 1242 rBV2 3072472 6282544 13.11% 2.718%
39 10.298 1253 1260 1265 rBv2 1523150 2753827 5.75% 1.192%
40 10.345 1265 1268 1272 rVV 497614 677524 1.41% 0.293%
41 10.557 1297 1304 1316 rBV 1381062 2354443 4.91% 1.019%
42 10.686 1317 1326 1331 rBV 493497 902200 1.88% 0.390%
43 11.098 1387 1396 1402 rVB4 353333 801530 1.67% 0.347%
44 11.204 1407 1414 1419 rBV2 1025772 1916587 4.00% ©0.829%
45 11.263 1420 1424 1432 rVB2 689502 1185070 2.47% ©0.513%
46 11.616 1475 1484 1488 rBV 1899683 3286766 6.86% 1.422%
47 11.828 1515 1520 1524 rBV 740861 1211392 2.53% 0.524%
48 11.875 1524 1528 1533 rVB 1077067 1451914 3.03% 0.628%
49 12.045 1551 1557 1565 rBV2 510404 1213486 2.53% 0.525%
50 12.380 1609 1614 1621 rBV4 357203 637503 1.33% 0.276%
51 12.457 1622 1627 1633 rVB 404830 662337 1.38% 0.287%
52 12.598 1646 1651 1661 rVB2 717427 1242345 2.59% 0.538%
53 12.898 1693 1702 1708 rBV 2086947 3358476 7.01% 1.453%
54 13.210 1748 1755 1757 rBV3 556442 1052086 2.20%  0.455%
55 13.369 1777 1782 1786 rVV 785772 1216103 2.54% 0.526%
56 13.422 1786 1791 1796 rVV4 757356 1386492 2.89% 0.600%
57 13.480 1796 1801 1806 rVB 2289203 3355089 7.00% 1.452%
58 13.569 1806 1816 1819 rBV2 849609 1702582 3.55% 0.737%
59 13.610 1819 1823 1827 rVV2 538942 712932 1.49% 0.308%
60 13.739 1838 1845 1850 rVV 2447196 4184927 8.74% 1.811%
61 13.992 1883 1888 1892 rBV 2750133 3478957 7.26% 1.505%
62 14.051 1892 1898 1906 rBV 1556307 2562960 5.35% 1.109%
63 14.169 1912 1918 1921 rBV2 917434 1341601 2.80% 0.580%
64 14.216 1921 1926 1930 rVB 1004278 1437324 3.00% 0.622%
65 14.292 1930 1939 1948 rBV4 1376487 3135269 6.54% 1.357%
66 14.463 1961 1968 1971 rBV4 330604 659425 1.38%  0.285%
67 14.545 1978 1982 1986 rVB2 452184 629156 1.31% 0.272%
68 14.616 1989 1994 1998 rBV 835181 1074617 2.24% 0.465%
69 14.698 2002 2008 2012 rBV2 3706061 5248055 10.96% 2.271%
70 14.739 2012 2015 2019 rVB4 457411 641541 1.34% 0.278%
71 14.833 2027 2031 2035 rBV 960252 1521089 3.18% 0.658%
72 14.951 2047 2051 2056 rVB 2316680 2892911 6.04% 1.252%
73 15.057 2064 2069 2075 rVB 2800409 4270432 8.91% 1.848%
74 15.192 2084 2092 2096 rBV3 1136436 2048966 4.28% 0.887%
75 15.363 2113 2121 2125 rBV 901337 1864258 3.89% 0.807%
76 15.574 2152 2157 2163 rVB4 345974 733707 1.53% 0.317%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM0@47008.D

Acqg On i 06 Aug 2024 02:06
Operator : RC/JU

Sample : P3171-12

Misc :

ALS Vvial : 25 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-BM080224.MA.M
Title : SVOA CALIBRATION

77 15.715 2178 2181 2186 rVB3 468875 624832 1.30% ©.270%
78 15.821 2193 2199 2201 rBV 2377578 3270707 6.83% 1.415%
79 15.845 2201 2203 2207 rVB 1223998 1394365 2.91% 0.603%
80 16.163 2253 2257 2264 rVB5 421906 990192 2.07% 0.428%

81 16.492 2304 2313 2317 rBV 30236910 47904858 100.00% 20.728%
82 16.615 2330 2334 2339 rBV 1942215 2449393 5.11% 1.060%

83 16.668 2339 2343 2353 rVB 877587 1442801 3.01% 0.624%
84 16.815 2363 2368 2372 rBV 1617420 2183752 4.56%  0.945%
85 16.915 2380 2385 2392 rVB 3254018 4507036 9.41%  1.950%
86 17.357 2455 2460 2464 rVV 1685218 2191909 4.58%  0.948%
87 17.527 2486 2489 2498 rVB2 521351 842724 1.76%  ©.365%
88 17.751 2522 2527 2532 rVB2 695472 993209 2.07% ©0.430%
89 18.051 2573 2578 2582 rBV 1313420 1637776 3.42% 0.709%
90 18.692 2683 2687 2695 rVB2 1094772 2003631 4.18% 0.867%
91 19.227 2772 2778 2784 rVB 3934594 5236803 10.93% 2.266%
92 19.286 2784 2788 2792 rVB 693568 778331 1.62% 0.337%
93 19.821 2875 2879 2885 rVB2 774046 911872 1.90%  0.395%
94 20.792 3039 3044 3053 rVB2 2877685 3758816 7.85% 1.626%
95 21.045 3082 3087 3097 rBV 1897227 2656234 5.54% 1.149%
96 21.268 3122 3125 3131 rVB 574267 737432 1.54% 0.319%
97 21.680 3190 3195 3208 rVB 1271360 2037933 4.25% 0.882%
98 21.797 3210 3215 3221 rVB2 767400 1247809 2.60%  0.540%
99 23.574 3510 3517 3528 rVB 2464217 5328300 11.12% 2.305%
100 23.756 3541 3548 3556 rBV 1121239 2531229 5.28% 1.095%

Sum of corrected areas: 231115782
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47008.D

Acqg On : 06 Aug 2024 02:06
Operator : RC/JU

Sample ¢ P3171-12

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM047008.D\data.ms
3e+07

2.5e+07

2e+07

1.5e+07

1e+07

5000000 . L 8.628 10.157

wsto " i ot o g B e
O‘FY_Y_%_FF\ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\I\/\\‘\\/\m\%?ﬂ T T 17T \\/\\«/\\A\\\\ \\\\‘\\\\‘\\\\\
Time--> 3.00 350 400 450 500 550 6.00 6.50 7.00 750 8.00 8,50 9.00 9.50 1000 1050 1100 11.50 12.00 1250

Abundance TIC: BM047008.D\data.ms
3e+07 16.492

2.5e+07

2e+07

1.5e+07

le+07

5000000 16.915 19.227

7 (R PN - L

O T e o o e e “““ e e

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16. 50 17.00 17.50 18.00 18.50 19.00 19.50 20. OO 20.50 21.00 21. 50 22. 00 22.50

Abundance TIC: BM047008.D\data.ms
3e+07

2.5e+07

2e+07

1.5e+07

1le+07

5000000
23.574
3.756

o

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47008.D

Acqg On : 06 Aug 2024 02:06
Operator : RC/JU

Sample ¢ P3171-12

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Butanoic acid Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
3.675 6.17 ng/ul 686355 1,4-Dichlorobenzene-d4 7.398

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid 88 C4H802 000107-92-6 86
2 Butanoic acid 88 (C4H802 000107-92-6 86
3 Butanoic acid 88 (C4H802 000107-92-6 64
4 Butanoic acid 88 (C4H802 000107-92-6 56
5 Pentanoic acid 102 C5H1002 000109-52-4 40
Abundance Scan 134 (3.675 min): BM047008.D\data.ms (-120) (-) m/z 60.10 100.00%

60.1
5000

3.40 3.60 3.80 4.00

O L W[870 1149 1769 2070 .., 73,65  37.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2273: Butanoic acid /\\
60.0 J
5000 AR AR AR A AR
27.0 3.40 3.60 3.80 4.00

m/z 42.10 24.53%

’88.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2274: Butanoic acid
60.0

3.40 3.60 3.80 4.00

o

5000 ITI z 41.05 23.15%
27.0
0 9.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2269: Butanoic acid R
60.0 3.40 3.60 3.80 4.00

m/z 45.00 19.16%

5000
27.0
0 L 880 A

m/z--> 20 40 60 80 100 120 140 160 180 200 3.40 3.60 3.80 4.00

SFAM-EPA-BM080224.MA.M Wed Aug 07 15:54:02 2024 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47008.D

Acqg On : 06 Aug 2024 02:06
Operator : RC/JU

Sample ¢ P3171-12

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
5.463 13.24 ng/ul 1472456  1,4-Dichlorobenzene-d4 7.398

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 91
2 Nonane 128 C9H20 000111-84-2 90
3 Nonane 128 C9H20 000111-84-2 72
4 Octane 114 C8H18 000111-65-9 72
5 Octane 114 C8H18 000111-65-9 64
Abundance Scan 438 (5.463 min): BM047008.D\data.ms (-431) (-) m/z 43.05 100.00%
3.0
5000
85.1
R RAREEEERE RSN
5.20 5.40 5.60 5.80
128.1
0 2088 /7 57.05  89.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14522: Nonane
43.0
5000
5.20 5.40 5.60 5.80
85.0 m/z 41.85 50.53%
R
O \\\‘\\\\“{\\‘\“\\‘\\‘1\\\“‘\\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14521: Nonane
43.0
5.20 5.40 5.60 5.80
5000 m/z 85.10 32.34%
85.0
L s
ol bbb
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14520: Nonane TR
43.0 5.20 5.40 5.60 5.80
m/z 71.10 25.54%
5000
85.0
m/z--> 20 40 60 80 100 120 140 160 180 200 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47008.D

Acqg On : 06 Aug 2024 02:06
Operator : RC/JU

Sample ¢ P3171-12

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 (DEL) Alkane: Cyclic6.063 Concentration Rank 48
R.T. EstConc Area Relative to ISTD R.T.
6.063 5.89 ng/ul 654539 1,4-Dichlorobenzene-d4 7.398

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, propyl- 126 CSH18 001678-92-8 58
2 Cyclohexane, propyl- 126 CSH18 001678-92-8 58
3 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 50
4 Ethanone, 1-cyclohexyl- 126 C8H140 000823-76-7 50
5 Oxalic acid, cyclohexyl dodecyl ... 340 C20H3604 1000309-31-4 38
Abundance Scan 540 (6.063 min): BM047008.D\data.ms (-532) (-) m/z 55.10 100.00%
55.1 83.0
5000
R EAREERaEEE S
M ‘ 126.1 5.80 6.00 6.20 6.40
0 bt el Al b L2082 s 83 05 04.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13200: Cyclohexane, propyl-
55.0 83.0
5000
5.80 6.00 6.20 6.40
270 126.0 m/z 41.05 63.85%
O \\\‘\H\\“H\\\“!“\‘}h\\“!\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13201: Cyclohexane, propyl-
83.0
55.0 Rl AL AR
5.80 6.00 6.20 6.40
5000 m/z 82.05 51.35%
126.0
29.0 ‘
0 \H‘\H\\‘i”\H“!“\‘l“\\“1HN‘HH‘mH‘\m‘\m‘\m‘m\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13247: Cyclohexane, (1-methylethyl)-
55.0 83.0 5.80 6.00 6.20 6.40
m/z 69.10 33.57%
5000
27.0 M 126.0
0\\\‘whNN\NLwiwww\\W\NH‘J\H‘\H\‘\H\‘H\\‘H\\ L S
m/z--> 20 40 60 80 100 120 140 160 180 200 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47008.D

Acqg On : 06 Aug 2024 02:06
Operator : RC/JU

Sample ¢ P3171-12

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
6.416 6.67 ng/ul 741557 1,4-Dichlorobenzene-d4 7.398

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4-methyl- 142 C1eH22 017301-94-9 91
2 Undecane, 4,5-dimethyl- 184 C13H28 017312-79-7 64
3 Heptane, 2,3,4-trimethyl- 142 C10H22 052896-95-4 64
4 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 64
5 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 53
Abundance Scan 600 (6.416 min): BM047008.D\data.ms (-597) (-) m/z 57.10 100.00%
57.1
981 [T I T i T [Tt
‘ ‘ 1 6.00 6.20 6.40 6.60 6.80
Ol b 2A2L 2070 2820 ;4310 64.30%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22083: Nonane, 4-methyl-
57.0
5000 I B LB B I
6.00 6.20 6.40 6.60 6.80
m/z 71.10 40.26%
27.0‘ ‘ 98.0
0H‘\‘}‘H“‘\\\h“\\‘\\‘\‘\Hh‘\H\‘\\17\4.‘2\\.\0\‘HH‘\\H‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59060: Undecane, 4,5-dimethyl-
57.0
6.00 6.20 6.40 6.60 6.80
5000 m/z 70.10 33.72%
270 112.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22118: Heptane, 2,3,4-trimethyl- e EEEmAREEEE
57.0 6.00 6.20 6.40 6.60 6.80
m/z 41.10 32.89%
5000
27.0‘ 99.0
0u‘\Hu“‘;\\‘1“\M\‘u\\H‘\u\‘\\\\‘\\\\‘u\\‘\\u‘\m‘\m‘\m‘\m‘u R A REaaE SRR
m/z--> 20 40 60 80 100120140160180200220240260280 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47008.D

Acqg On : 06 Aug 2024 02:06
Operator : RC/JU

Sample ¢ P3171-12

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
6.469 9.33 ng/ul 1037040 1,4-Dichlorobenzene-d4 7.398

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 2-methyl- 142 C1eH22 000871-83-0 81
2 Decane 142 C10H22 000124-18-5 72
3 Tridecane, 2-methyl- 198 C14H30 001560-96-9 64
4 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 64
5 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 64

Abundance Scan 609 (6.469 min): BM047008.D\data.ms (-605) (-) m/z 57.05 100.00%

57.0
L A RRAEE L
| ‘98"1 271 6.20 6.40 6.60 6.80
Ol b 2l 2089 28LU n; 43.10 93.33%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22078: Nonane, 2-methyl-
43.0
5000 UL L B LI L B BN
6.20 6.40 6.60 6.80
850 m/z 41.10 47 .52%
LT o
O \H‘H\\‘\H\’\\H‘\\H‘H\\‘H\\‘\H\’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22068: Decane
43.0
R REEEE e
6.20 6.40 6.60 6.80
5000 m/z 71.10 43.04%
85.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #74013: Tridecane, 2-methyl-
57.0 6.20 6.40 6.60 6.80
m/z 42.05 25.58%
5000
270, | 9?-0 155.0
O eyl et e e e e e AL i
m/z--> 20 40 60 80 100120140160180200220240260280 6.20 6.40 6.60 6.80

SFAM-EPA-BM080224.MA.M Wed Aug 07 15:54:12 2024 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47008.D

Acqg On : 06 Aug 2024 02:06
Operator : RC/JU

Sample ¢ P3171-12

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Benzene, 1l-ethyl-3-methyl- Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.
6.504 6.00 ng/ul 667028 1,4-Dichlorobenzene-d4 7.398

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 97
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 94
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 91

Abundance Scan 615 (6.504 min): BM047008.D\data.ms (-613) (-)

m/z 105.10 100.00%

105.1
5000
391 69, 6.20 6.40 6.60 6.80
ol pitd | Ay 1400 2090 2820 ;170,10 32.49%
miz--> 50 100 150 250
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 L L R R IR R
6.20 6.40 6.60 6.80
m/z 91.10 14.13%
39.0
0N ‘\‘ “‘\‘7\4“)\““‘\”‘\‘\\ T T T T T
miz--> 50 100 150 250
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
6.20 6.40 6.60 6.80
5000 m/z 77.10 13.42%
39.0
N I -
miz--> 50 100 150 250
Abundance #10723: Benzene, 1-ethyl-3-methyl- SR T
105.0 6.20 6.40 6.60 6.80
m/z 79.10 10.40%
5000
39.0
oLl 7300 — SN e
m/z--> 50 100 150 250 6.20 6.40 6.60 6.80

SFAM-EPA-BM080224.MA.M Wed Aug 07 15:54:13 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47008.D

Acqg On : 06 Aug 2024 02:06
Operator : RC/JU

Sample ¢ P3171-12

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 2-Heptanone, 4,6-dimethyl- Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
6.851 6.30 ng/ul 700878 1,4-Dichlorobenzene-d4 7.398

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone, 4,6-dimethyl- 142 CS9H180 019549-80-5 86
2 2-Heptanone, 4,6-dimethyl- 142 CSH180 019549-80-5 56
3 1,3-Dioxane-2-propanol, 2-methyl- 160 C8H1603 036651-31-7 53
4 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 38
5 Pentane, 3-ethyl-2,4-dimethyl- 128 C9H20 001068-87-7 38
Abundance Scan 674 (6.851 min): BM047008.D\data.ms (-669) (-) m/z 43.10 100.00%
43.1
5000 69.1
‘ 109.1 6.60 6.80 7.00 7.20
Ol SR 2890 1929 2211 p/z 58.18  56.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23062: 2-Heptanone, 4,6-dimethyl-
43.0
5000
85.0 6.60 6.80 7.00 7.20
m/z 69.10 42.07%
20 Y
0\\\\‘\\\\"}\\‘ ‘\‘\‘\\“\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23050: 2-Heptanone, 4,6-dimethyl-
43.0
 AREmmEEEEEEE R
6.60 6.80 7.00 7.20
5000 m/z 85.10 36.44%
85.0
15.0
0 ‘ | " | \‘ ‘ A 10\9-0 142.0
e e e et
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36684: 1,3-Dioxane-2-propanol, 2-methyl-
43.0 6.60 6.80 7.00 7.20
m/z 41.10 31.38%
5000
84.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 6.60 6.80 7.00 7.20

SFAM-EPA-BM080224.MA.M Wed Aug 07 15:54:17 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47008.D

Acqg On : 06 Aug 2024 02:06
Operator : RC/JU

Sample ¢ P3171-12

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Carbonic acid, prop-1l-en-2-... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.040 55.42 ng/ul 6162850 1,4-Dichlorobenzene-d4 7.398

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 86
2 Decane 142 C10H22 000124-18-5 81
3 Tridecane 184 C13H28 000629-50-5 64
4 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 59
5 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 59

Abundance Scan 706 (7.040 min): BM047008.D\data.ms (-700) (-) m/z 57.10 100.00%

57.1
5000
1051 6.80 7.00 7.20 7.40
142.2 : : : :
0 WHU: w“, ww“:d“u‘m““ ‘ bt 2000280 n/z 43.10 93.44%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester
57.0
5000
6.80 7.00 7.20 7.40
m/z 41.10 51.19%
97.0
oL 210 h ‘h‘ | 1260 1820 2270
\H‘HH‘HH \\H‘HH‘HH‘H\\‘HH’\H\’HH‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22068: Decane
43.0
P T
6.80 7.00 7.20 7.40
5000 m/z 71.10 42.93%
85.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59025: Tridecane R
57.0 6.80 7.00 7.20 7.40
m/z 85.05 29.09%
5000
27.0
ol AL L ‘ 990 1410 1840
e e e e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280 6.80 7.00 7.20 7.40

SFAM-EPA-BM080224.MA.M Wed Aug 07 15:54:18 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47008.D

Acqg On : 06 Aug 2024 02:06
Operator : RC/JU

Sample ¢ P3171-12

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 1-Hexanol, 2-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.481 36.86 ng/ul 4098440 1,4-Dichlorobenzene-d4 7.398

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
Abundance Scan 781 (7.481 min): BM047008.D\data.ms (-775) (-) m/z 57.10 100.00%
57.1
5000
83.1
‘ ‘ 1121 7.20 7.40 7.60 7.80
bl 112 1410 1929 us; 41,10 39.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15685: 1-Hexanol, 2-ethyl-
57.0
5000 T[T T[T T T T[T T [TTTT
7.20 7.40 7.60 7.80
290 830 m/z 43.10  34.36%
‘ ‘ ‘ 112.0
O\H\‘\M\“‘\H”‘\i“u“!\H““\\1\‘\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
7.20 7.40 7.60 7.80
5000 m/z 55.10 28.23%
29.0 83.0
L] e
O e o B S R R AR e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15691: 1-Hexanol, 2-ethyl- R RREEEE
57.0 7.20 7.40 7.60 7.80
m/z 70.10 21.97%
5000
29.0
83.0
m/z--> 20 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80

SFAM-EPA-BM080224.MA.M Wed Aug 07 15:54:20 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47008.D

Acqg On : 06 Aug 2024 02:06

Operator : RC/JU

Sample ¢ P3171-12

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224 .MA.M
: SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 (DEL) Alkane: Cyclic7.675 Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
7.675 9.79 ng/ul 1088830 1,4-Dichlorobenzene-d4 7.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 87
2 Cyclohexane, butyl- 140 C1oH20 001678-93-9 83
3 Cyclohexane, octyl- 196 C14H28 001795-15-9 72
4 Cyclohexane, pentyl- 154 C11H22 004292-92-6 64
5 Cyclohexane, propyl- 126 CSH18 001678-92-8 64

Abundance Scan 814 (7.675 min): BM047008.D\data.ms (-808) (-) m/z 83.10 100.00%
83.1
5000 41.1 M\NW
G T
H 140.1 7.40 7.60 7.80 8.00
ob— I bdod 2070 2810 Lo o g 81.64%
miz--> 50 100 150 200 250
Abundance #20677: Cyclohexane, butyl-
83.0
5000 \\\‘\\\\’\\\\‘\\\\‘\\\\
41.0 7.40 7.60 7.80 8.00
140.0 m/z 82.05 57.70%
O T T H\ ‘}H ““\ Lh ‘\ T “ T T T \‘ ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #20675: Cyclohexane, butyl-
83.0
P T T
7.40 7.60 7.80 8.00
5000 m/Z 41.10 43.48%
41.0
140.0
' 15 O
m/z-> 50 100 150 200 250
Abundance #71755: Cyclohexane, octyl- R ARARESEEEE SR
83.0 7.40 7.60 7.80 8.00
m/z 69.10 24.62%
5000
41.0
ol il e a0 WY
m/z--> 50 100 150 200 250 7.40 7.60 7.80 8.00

SFAM-EPA-BM080224.MA.M Wed Aug 07 15:54:21 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47008.D

Acqg On : 06 Aug 2024 02:06
Operator : RC/JU

Sample ¢ P3171-12

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 Cyclohexanone, 3,3,5-trimet... Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
7.828 7.16 ng/ul 795940  1,4-Dichlorobenzene-d4 7.398

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 87
2 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 87
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 83
4 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 81
5 Cyclopentanone, 3-butyl- 140 C9H160 057283-81-5 53
Abundance Scan 840 (7.828 min): BM047008.D\data.ms (-835) (-) m/z 83.10 100.00%
83.1
5000
41.1
140.1 RN B
H ‘ 7.60 7.80 8.00 8.20
ol b 2070 281Uy, 9.1 49.39%
miz--> 50 100 150 200 250
Abundance #21578: Cyclohexanone, 3,3,5-trimethyl-
83.0
5000 L B I L LI LN B
7.60 7.80 8.00 8.20
41.0 140.0 m/z 55.10 43.57%
O T T H\ “ ‘\ ‘} \“‘ T ‘h‘ T T ‘ T \‘ ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #21576: Cyclohexanone, 3,3,5-trimethyl-
83.0
R
7.60 7.80 8.00 8.20
5000/ 410 m/z 41.10  34.95%
‘ 140.0
oH :“Mw et e e
m/iz--> 50 100 150 200 250
Abundance #21572: Cyclohexanone, 3,3,5-trimethyl- B ERBRERELEEET
83.0 7.60 7.80 8.00 8.20
m/z 56.10 34.79%
5000 1.0
‘ 140.0
NI I O O
m/z--> 50 100 150 200 250 7.60 7.80 8.00 8.20

SFAM-EPA-BM080224.MA.M Wed Aug 07 15:54:23 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47008.D

Acqg On : 06 Aug 2024 02:06
Operator : RC/JU

Sample ¢ P3171-12

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 Benzene, 1-methyl-4-propyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
7.934 14.31 ng/ul 1590910 1,4-Dichlorobenzene-d4 7.398

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 70
2 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 51
3 Hexane, 2,2,3,3-tetramethyl- 142 C1eH22 013475-81-5 46
4 Decane, 5-methyl- 156 C11H24 013151-35-4 43
5 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 38
Abundance Scan 858 (7.934 min): BM047008.D\data.ms (-854) (-) m/z 105.05 100.00%
57.1 105.1
5000
H nm 13%0 7.60 7.80 8.00 8.20
ob ol Ll 390 1000 280£ ;5710 98.62%
miz-> 50 100 150 200 250
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
5000
7.60 7.80 8.00 8.20
m/z 43.10 62.41%
27'0\ \6\?'0‘\‘ Ll 13%0
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 #17053: Benzene, 1-methyl-3-propyl-
105.0
R ARSRAREEEEE S
7.60 7.80 8.00 8.20
5000 ITI/Z 85.10 37.39%
39.0
) = Ve
miz--> 50 100 150 200 250
Abundance #22134: Hexane, 2,2,3,3-tetramethyl- T e
57.0 7.60 7.80 8.00 8.20
m/z 41.10 37.05%
5000
‘ ‘99.0
oL L1 1m0 .
m/z--> 50 100 150 200 250 7.60 7.80 8.00 8.20

SFAM-EPA-BM080224.MA.M Wed Aug 07 15:54:24 2024 Page: 16



Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Quant Method
Quant Title

TIC Library

Z:\
BM@
. 06
: RC/
. P31

. 25

Library Search Compound Report

svoasrv\HPCHEM1\BNA_M\Data\BM080524\
47008 .D

Aug 2024 02:06

Ju

71-12

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224 .MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 (DEL) Alkane: Straight-Chai... Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
7.992 7.44 ng/ul 827016 1,4-Dichlorobenzene-d4 7.398

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 94
2 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 91
3 Decane, 4-methyl- 156 C11H24 002847-72-5 76
4 Dodecane, 4-methyl- 184 C13H28 006117-97-1 72
5 Decane, 3,3,8-trimethyl- 184 C13H28 062338-16-3 72
Abundance Scan 868 (7.992 min): BM047008.D\data.ms (-864) (-) m/z 71.10 100.00%
71.1
T S e
‘ 11‘2'1 o2 7.60 7.80 8.00 8.20 8.40
Obrrrprrrbetb e o 1562 192.9  28LCno 4316 g6.61%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33090: Decane, 4-methyl-
43.0
5000 I L LB B I
7.60 7.80 8.00 8.20 8.40
m/z 57.10 72.82%
112.0
O!’7'0156’.0”
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33093: Nonane, 2,6-dimethyl-
43.0
R AR
7.60 7.80 8.00 8.20 8.40
5000 m/z 41.05 39.61%
85.0
Obrrb bk [ 1140 1860
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33082: Decane, 4-methyl- R AR R
43.0 7.60 7.80 8.00 8.20 8.40
m/z 70.10 35.51%
5000
112.0
m/z--> 20 40 60 80 100120140160180200220240260280 7.60 7.80 8.00 8.20 8.40

Page: 17
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47008.D

Acqg On : 06 Aug 2024 02:06
Operator : RC/JU

Sample ¢ P3171-12

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 Benzene, 1,4-diethyl- Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
8.034 8.40 ng/ul 933826 1,4-Dichlorobenzene-d4 7.398

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 96
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 94
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 93
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 91
5 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 90
Abundance Scan 875 (8.034 min): BM047008.D\data.ms (-871) (-) m/z 119.10 100.00%
119.1
5000
39.1 77"0 ‘ 7.80 8.00 8.20 8.40
ol L L 1930 2820y 97 95 57.55%
miz--> 0 50 100 150 200 250
Abundance #17031: Benzene, 1,4-diethyl-
119.0
5000
7.80 8.00 8.20 8.40
m/z 105.10 55.57%
410 70 |
0 T \“\ U “‘ \“\M\ ‘\““H\M \‘\ L L e B s
miz--> 0 50 100 150 200 250
Abundance #17073: Benzene, 2-ethyl-1,4-dimethyl-
119.0
7.80 8.00 8.20 8.40
5000 m/z 134.05 46.69%
30 110 | |
1l L L Il i il il
e e
m/iz--> 0 50 100 150 200 250 A}\
Abundance #17071: Benzene, 1-ethyl-2,3-dimethyl- \ AT e
119.0 7.80 8.00 8.20 8.40
m/z 92.10 20.08%
5000
39.0 77.0 J\
020 bl d UL e
m/z--> 0 50 100 150 200 250 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47008.D

Acqg On : 06 Aug 2024 02:06
Operator : RC/JU

Sample ¢ P3171-12

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 (DEL) Alkane: Straight-Chai... Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
8.063 8.21 ng/ul 912628 1,4-Dichlorobenzene-d4 7.398

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2-methyl- 156 C11H24 006975-98-0 87
2 Heptadecane 240 C17H36 000629-78-7 72
3 Hexadecane 226 C1l6H34 000544-76-3 64
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 64
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 59
Abundance Scan 880 (8.063 min): BM047008.D\data.ms (-877) (-) m/z 43.10 100.00%
3.1
5000
85.1
ARBBRERE e S
7.80 8.00 8.20 8.40
141.1
0 ‘_m\‘;HHH‘_““w‘lmhH1“‘HH‘um_H}99;%”ww,m??‘?;%” m/z 57.106  97.96%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33088: Decane, 2-methyl-
43.0
5000 L L R B L BN R
7.80 8.00 8.20 8.40
85.0 m/z 71.1@ 72.59%
O \‘\‘\‘H“\H‘!“H“\‘\‘w‘\\\“\\”\‘\\l\%“]\n\o\\‘HH’HH‘HH‘HH’HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #123961: Heptadecane
57.0
R REREREwAE
7.80 8.00 8.20 8.40
5000 m/z 41.10 49,78%
0 27‘0\‘\ nh\ H\ | gﬁlod ‘\14\10 183.0 2490
oA e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107218: Hexadecane R AN maEa T
57.0 7.80 8.00 8.20 8.40
m/z 85.10 34.41%
5000
o 27‘\'0“\‘ 4 ‘ 990 1410 1830 2260
e e e e e e e T e AR SRR ARE
m/z--> 20 40 60 80 100120140160180200220240260280 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47008.D

Acqg On : 06 Aug 2024 02:06
Operator : RC/JU

Sample ¢ P3171-12

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 16 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 51

R.T. EstConc Area Relative to ISTD R.T.
8.339 5.70 ng/ul 634307 1,4-Dichlorobenzene-d4 7.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 97
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 96
4 o-Cymene 134 C10H14 000527-84-4 95
5 o-Cymene 134 C1oH14 000527-84-4 95
Abundance Scan 927 (8.339 min): BM047008.D\data.ms (-922) (-) m/z 119.10 100.00%
119.1
5000
91.0
8.00 8.20 8.40 8.60
39.0 65.0 ‘
oHH_Hw‘uwhumM‘ueu“:‘u“;“Jm&?ﬁ-f’”“‘1‘94:?”” m/z 134.05 30.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
8.00 8.20 8.40 8.60
m/z 91.05 19.17%
91.0
150 390 650 [ ]
O\\\‘\‘\‘\\\““\\“”\‘H‘\\\‘H‘\\\\‘h\‘\\m‘l\\\”\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
‘Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—’_Y_Y_Y_T
8.00 8.20 8.40 8.60
5000 m/z 105.10 14.70%
91.0
39.0 65.0 ‘
0‘}ﬁ?m‘ﬂuNMHW‘M‘HuHWJM‘Hu‘H‘W‘H“H‘W‘H‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0 8.00 8.20 8.40 8.60
m/z 77.05 9.98%
5000
91.0
390 65.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47008.D

Acqg On : 06 Aug 2024 02:06

Operator : RC/JU

Sample ¢ P3171-12

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224 .MA.M
: SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 17 p-Cymene Concentration Rank 43

R.T. EstConc Area Relative to ISTD R.T.
8.392 6.37 ng/ul 707997 1,4-Dichlorobenzene-d4 7.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C1oH14 000099-87-6 95
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 95
3 o-Cymene 134 C1eH14 000527-84-4 95
4 o-Cymene 134 C1eH14 000527-84-4 95
5 o-Cymene 134 C1oH14 000527-84-4 94
Abundance Scan 936 (8.392 min): BM047008.D\data.ms (-932) (-) m/z 119.10 100.00%
119.1
5000
911 ‘ 8.00 8.20 8.40 8.60 8.80
41.1 65.1 : : : : :
] SRV S m“w‘umh““mu‘1‘59‘1”””2‘9?:9 m/z 134.05  26.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16995: p-Cymene
119.0
5000
8.00 8.20 8.40 8.60 8.80
91.0 m/z 91.10 17.92%
41.0 65.0 ‘
0H\\‘\‘H\“‘\\‘\\“\‘H\‘”‘\H‘\‘WHM\H‘\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
‘V—Y_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—’_Y_Y_Y_Y—TY_F
8.00 8.20 8.40 8.60 8.80
5000 m/z 120.10 10.46%
91.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16996: 0-Cymene
119.0 8.00 8.20 8.40 8.60 8.80
m/z 77.10 8.46%
5000
91.0
150 390 @50 | ‘
T N YY) N R — | ATV
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47008.D

Acqg On : 06 Aug 2024 02:06
Operator : RC/JU

Sample ¢ P3171-12

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 18 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.628 51.12 ng/ul 5684260 1,4-Dichlorobenzene-d4 7.398

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 86
2 Undecane 156 C11H24 001120-21-4 86
3 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 83
4 Carbonic acid, prop-1l-en-2-yl te... 298 C18H3403 1000382-90-9 83
5 Hexadecane 226 C16H34 000544-76-3 78

Abundance Scan 976 (8.628 min): BM047008.D\data.ms (-971) (-) m/z 57.10 100.00%

57.1
5000
8.40 8.60 8.80 9.00
98.1 156.2
ol UWH‘ L e SP0C 1910 2669 0 n/; 43.10  84.95%
miz--> 50 100 150 200 250
Abundance #59025: Tridecane
57.0
5000
8.40 8.60 8.80 9.00
m/z 71.10 52.08%
27,0
UL ‘99-0 1410 184.0
O\\‘\‘\“‘\‘\‘\“\H‘ \”\‘\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #33077: Undecane
57.0
8.40 8.60 8.80 9.00
5000 m/z 41.10 45 .66%
70 | | mo 60
) S A 0 it
miz--> 50 100 150 200 250
Abundance #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester A REAmaEEE S S
57.0 8.40 8.60 8.80 9.00
m/z 85.10 29.56%
5000
97.0
i 1840 2210 o N
m/z--> 50 100 150 200 250 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47008.D

Acqg On : 06 Aug 2024 02:06
Operator : RC/JU

Sample ¢ P3171-12

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 19 unknown-01 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.734 18.94 ng/ul 2105840 1,4-Dichlorobenzene-d4 7.398

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 38
2 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 35
3 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 35
4 2-Ethyl-4-methylpentanoic acid 144 C8H1602 000108-81-6 35
5 4-Methylphenyl acetone 148 C10H120 002096-86-8 25
Abundance Scan 994 (8.734 min): BM047008.D\data.ms (-983) (-) m/z 73.05 100.00%
73.0 105.1
43.1
5000
148.1
R RRARENEEEE e
M | ‘ 8.40 8.60 8.80 9.00
(

0 gy 4 1909 2804 u/; 165.10  96.58%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #24093: Hexanoic acid, 2-ethyl-

73.0
5000
41.0 8.40 8.60 8.80 9.00
‘ 116.0 m/z 43.10 74.88%
0 \H‘\H\\‘i“\‘\”‘iu“‘\“\ ‘H“H\‘!‘\leﬂiﬁlw(\)’\\H‘HH‘HH‘HH‘HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #24100: Hexanoic acid, 2-ethyl-
88.0
8.40 8.60 8.80 9.00
5000 41.0 m/z 88.05 72.03%
btk | a0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #24099: Hexanoic acid, 2-ethyl- AR AERARREEEE
73.0 8.40 8.60 8.80 9.00
m/z 41.10 71.81%
5000
41.0 ‘ | 116.0
m/z--> 20 40 60 80 100120140160180200220240260280 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47008.D

Acqg On : 06 Aug 2024 02:06
Operator : RC/JU

Sample ¢ P3171-12

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 22 (DEL) Alkane: Straight-Chai... Concentration Rank 58
R.T. EstConc Area Relative to ISTD R.T.
9.469 4.31 ng/ul 1353700  Naphthalene-d8 10.151

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 5-methyl- 170 C12H26 001632-70-8 74
2 Oxalic acid, 2-ethylhexyl isohex... 286 C16H3004 1000309-38-8 64
3 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 59
4 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 53
5 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 53

Abundance Scan 1119 (9.469 min): BM047008.D\data.ms (-1110) ()| | m/z 57.10 100.00%

57.1
Co T
‘ ‘ 1121 1481 9.20 9.40 9.60 9.80
o b hl fte8l 2070 o ; 43.10 51.44%
m/z--> 50 100 150 200 250 300
Abundance #45495: Undecane, 5-methyl-
43.0
5000 L B L B L LN SR
9.20 9.40 9.60 9.80
850 m/z 71.10  46.81%
O T “\ ‘\ ‘H\ \ H ‘ \h \]-\4\0‘0\ L ’ L ‘ L ‘ T L
miz--> 50 100 150 200 250 300
Abundance #181390: Oxalic acid, 2-ethylhexyl isohexyl ester
57.0
RN
9.20 9.40 9.60 9.80
5000 m/z 41.10 35.47%
112.0
157.0
NI G I
m/iz--> 50 100 15 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester e ARRamEEsS S
57.0 9.20 9.40 9.60 9.80
m/z 85.10 20.44%
) m
ol M 410 1820 2520 325 EANRLAVAUAV A
m/z--> 50 100 15 200 250 300 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47008.D

Acqg On : 06 Aug 2024 02:06
Operator : RC/JU

Sample ¢ P3171-12

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 23 (DEL) Alkane: Straight-Chai... Concentration Rank 64
R.T. EstConc Area Relative to ISTD R.T.
9.534 2.38 ng/ul 748917  Naphthalene-d8 10.151

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 4-methyl- 170 C12H26 002980-69-0 53
2 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 43
3 3-Ethyl-2,6,10-trimethylundecane 226 C1l6H34 1000432-25-9 38
4 Undecane, 4,8-dimethyl- 184 C13H28 017301-33-6 35
5 2-Butene, 1-butoxy-3-methyl- 142 CS9H180 022094-02-6 27

Abundance Scan 1130 (9.534 min): BM047008.D\data.ms (-1125) (-) m/z 71.10 100.00%

71.1
105.1
- WNJWUUL
148.1 — :
390‘ ‘ ‘ 9.50
(R | bl I 208 2804 nyy 43,10 99.57%
m/z--> 0 50 100 150 200 250
Abundance #45496: Undecane, 4-methyl-
43.0
5000 — :
9.50
85.0 m/z 57.10  56.14%
126.0
O ’ T T “\ ‘\‘ ‘h‘\ ‘\‘ \H‘\ ‘ T \H\ T ‘]-\7(\).\0\ ’ T T T T ‘ T T T T
miz--> 0 50 100 150 200 250
Abundance #4481: Pentane, 3,3-dimethyl-
43.0
T \
9.50
5000 m/z 105.05 51.87%
85.0
T
m/iz--> 0 50 100 150 200 250
Abundance #107247: 3-Ethyl-2,6,10-trimethylundecane
57.0 9.50
m/z 85.10 44.71%
5000
113.0
LT me0ae
ol tde i i b e P
m/z--> 0 50 100 150 200 250 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47008.D

Acqg On : 06 Aug 2024 02:06
Operator : RC/JU

Sample ¢ P3171-12

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 24 (DEL) Alkane: Straight-Chai... Concentration Rank 63
R.T. EstConc Area Relative to ISTD R.T.
9.616 2.48 ng/ul 778544  Naphthalene-d8 10.151

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2-methyl- 170 C12H26 007045-71-8 76
2 Nonadecane 268 C19H40 000629-92-5 74
3 Undecane, 2-methyl- 170 C12H26 007045-71-8 72
4 Heptadecane 240 C17H36 000629-78-7 72
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 64
Abundance Scan 1144 (9.616 min): BM047008.D\data.ms (-1140) (-) m/z 57.10 100.00%
57.1
o /\/J\/\J\/\MW\_N
— —
‘ 10 12622 9.50 10.00
om_m“:w,u”m“‘Juhm‘_w_”‘ﬁ?ﬁ'%”,”‘?R?-ﬁw“w%ﬁl‘f m/z 43.10 98.75%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45493: Undecane, 2-methyl-
43.0
5000 — —
9.50 10.00
85.0 m/z 71.10  65.74%
RENRINCE
O\H‘H\\“\H\"\\H}\“}\H“‘HH‘H\\‘\H\‘\H\.’\\H‘\\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158600: Nonadecane
57.0
—— —
9.50 10.00
5000 m/z 41.10 51.19%
99.0
O bb i L0 2830 2680
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45487: Undecane, 2-methyl- T 7
43.0 9.50 10.00
m/z 85.10 48.11%
5000 85.0
127.0
om‘““"\:HH‘,‘J‘wum\mu‘““‘“““‘1“79:?"H_HWWWW A AL
m/z--> 20 40 60 80 100120140160180200220240260280 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47008.D

Acqg On : 06 Aug 2024 02:06
Operator : RC/JU

Sample ¢ P3171-12

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 26 unknown-02 Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
10.557 7.50 ng/ul 2354440  Naphthalene-d8 10.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 47
2 Oxirane, 2,3-bis(1-methylethyl)-... 128 C8H160 054644-32-5 43
3 Cyanic acid, ethyl ester 71 C3H5NO 000627-48-5 40
4 Ethane, isocyanato- 71 C3H5NO 000109-90-0 33
5 1,3-Pentanediol, 2,2,4-trimethyl- 146 C8H1802 000144-19-4 28
Abundance Scan 1304 (10.557 min): BM047008.D\data.ms (-1297) ({ m/z 56.10 100.00%
56.1
- N/\JNJ\A/\,VMJ\Vx
1111 T, ‘
145.1 10.50
851 | 1902
Ol L L R67L 199 m/z 71.10  41.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #75788: 2,4-Dipropyl-5-ethyl-1,3-dioxane
56.0
5000 s
10.50
29.0 111.0 m/z 69.10 36.71%
145.0
O T \M‘\ T T \8‘!‘:\3‘.\9\“ T o T \‘\ T \"1\7\(\)\0’ T \1\9\?.\(\)\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14501: Oxirane, 2,3-bis(1-methylethyl)-, trans-
56.0
R \
10.50
5000 m/z 57.10 32.49%
0 [INEn{IA \“‘ 95.0 | 1280
et et
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #684: Cyanic acid, ethyl ester R
29.0 10.50
m/z 55.10  31.98%
56.0
5000
0‘H““H‘N‘m“H‘;“HH‘HH‘HH‘HH,HH,HH,HH —
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47008.D

Acqg On : 06 Aug 2024 02:06
Operator : RC/JU

Sample ¢ P3171-12

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 28 (DEL) Alkane: Straight-Chai... Concentration Rank 62
R.T. EstConc Area Relative to ISTD R.T.
11.098 2.55 ng/ul 801530 Naphthalene-d8 10.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 64
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 64
3 Heptadecane 240 C17H36 000629-78-7 64
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 64
5 1-Iodoundecane 282 C11H23I 004282-44-4 64

Abundance Scan 1396 (11.098 min): BM047008.D\data.ms (-1387) (- | m/z 57.10 100.00%

57.1
5000 85.1

125.1 | .
UL T s o 0 5
0‘H‘HH‘MM‘HMMuHMwh_‘H_H‘_H‘_HW‘HW‘HWH‘WH“ m/z 43.10 87.47%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158600: Nonadecane
57.0
5000 —— —
85.0 11.00 11.50

29.0 m/z 71.05 55.07%

Ll oo s
H\‘HH‘\\H‘HH‘\\H‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #132769: 2-Bromo dodecane
57.0
—T=

o

11.00 11.50
m/z 41.10 46.23%
5000 85.0 /
290 ‘ 1130  169.0
o Ll L LT ame T a0
miz--> 20 40 60 80 100120140160 180200220 240 260

Abundance #123961: Heptadecane 7 —

57.0 11.00 11.50

m/z 85.10  45.16%

5000
85.0
29.0
\‘ h ., [13.0141.0169.0 240.0

Y O S P v 2 AR S e -
miz--> 20 40 60 80 100120140 160 180200 220 240 260 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47008.D

Acqg On : 06 Aug 2024 02:06
Operator : RC/JU

Sample ¢ P3171-12

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 29 (DEL) Alkane: Straight-Chai... Concentration Rank 46
R.T. EstConc Area Relative to ISTD R.T.
11.204 6.10 ng/ul 1916590  Naphthalene-d8 10.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 80
2 Sulfurous acid, 2-ethylhexyl tri... 376 C21H4403S 1000309-19-6 64
3 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 59
4 Sulfurous acid, 2-ethylhexyl pen... 264 C13H2803S 1000309-18-9 53
5 Nonane, 2,3-dimethyl- 156 C11H24 002884-06-2 53

Abundance Scan 1414 (11.204 min): BM047008.D\data.ms (-1407) (- m/z 71.10 100.00%

71.1
5000} 49)1
KiVie}

11.00 11.50

155.2 :
o‘H_‘HWmanwwu‘HWymu_uwu‘wéﬁﬁ%‘_HWHH_%gﬁv m/z 57.10 92.42%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22091: Octane, 2,6-dimethyl-
57.0
5000 1 Lo

11.00 11.50
m/z 43.10 75.90%
L |

27,0 113.0
\H‘\‘\\\“\H "\\H}\’\‘\H‘Hl‘\‘H\\‘H\\‘\H\’\H\’\\H‘HH‘H\\‘H\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #284592: Sulfurous acid, 2-ethylhexyl tridecyl ester
57.0
—

o

11.00 11.50
5000 m/z 41.10 40.02%
113.0
NN T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33093: Nonane, 2,6-dimethyl- — —
43.0 11.00 11.50

m/z 99.10  22.96%

- wju
0 M \‘ H\ \‘\ \‘ ﬂ40 156.0 — I —

m/z--> 20 40 60 80 100120140160180200220240260280 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47008.D

Acqg On : 06 Aug 2024 02:06
Operator : RC/JU

Sample ¢ P3171-12

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 31 (DEL) Alkane: Straight-Chai... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
11.616 10.46 ng/ul 3286770  Naphthalene-d8 10.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tridecane 184 C13H28 000629-50-5 87
4 Hexadecane 226 Cl6H34 000544-76-3 86
5 Tetradecane 198 C14H30 000629-59-4 86
Abundance Scan 1484 (11.616 min): BM047008.D\data.ms (-1475) (- | m/z 57.10 100.00%
57.1
- L\JLLN
== =4
H | 990 1415 1ea2 11.50 12.00
Ol b AT 2412 1842 2670 - n/z 43.e5  77.58%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59029: Tridecane
57.0
5000 A e/
11.50 12.00
m/z 71.10 61.29%
27,0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107218: Hexadecane
57.0
ey =4
11.50 12.00
5000 m/z 41.10 42.71%
o 27"0““ L) “‘ 990 1410 1830 2260
e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59025: Tridecane T —
57.0 11.50 12.00
m/z 85.10 37.27%
5000
27.0
ol AL L ‘ 990 1410 1840
e e e e e e e e e e e =
m/z--> 20 40 60 80 100120140160180200220240260280 11.50 12.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

z

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\

BM047008.D

: 06 Aug 2024 02:06
: RC/JU
: P3171-12

: 25  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224 .MA.M

: SVOA CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 32 (DEL) Alkane: Straight-Chai... Concentration Rank 56
R.T. EstConc Area Relative to ISTD R.T.
12.380 4.97 ng/ul 637503  Acenaphthene-di10 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,8-dimethyl- 184 C13H28 017301-25-6 50
2 Heptane, 3,4-dimethyl- 128 C9H20 000922-28-1 47
3 Ether, hexyl pentyl 172 C11H240 032357-83-8 47
4 Undecane, 3-ethyl- 184 C13H28 017312-58-2 38
5 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 38

Abundance Scan 1614 (12.380 min): BM047008.D\data.ms (-1609) (- m/z 43.10 100.00%
43.1 71.1

=

5000
1111
— e
145.1
12.00 12.50
o‘wUmu‘;WHW‘LMw:‘www‘m“m‘“ﬁ?ﬁ;‘z‘Hw?ﬁ?;ﬁm‘,‘%5,1‘-“ m/z 71.10  96.13%
miz—> 20 40 60 80 100120140 160180200220 240260280
Abundance #59050: Undecane, 2,8-dimethyl-
43.0
5000 v VIV
. 12.00 12,50
S m/z 57.16 80.77%
\\ “\ | ‘ ‘ 105690
O\‘\\\‘\‘\\\‘\\}\‘}\\\‘\\\‘\‘\\\\i\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\

m/z--> 20 40 60 80 100120140160180200220240260280

=

Abundance #14550: Heptane, 3,4-dimethyl-
43.0
— ‘ ‘
12.00 12.50
5000 m/z 41.10 55.59%
85.0
0 | H\ [ | 128.0
et e e e e e
mlz--> 20 40 60 80 100120140160180200220240260280
\

Abundance #47383: Ether, hexyl pentyl “ ‘
43.0 12.00 12.50
m/z 70.10  45.99%
5000
85.0
m/z--> 20 40 60 80 100120140160180200220240260280 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47008.D

Acqg On : 06 Aug 2024 02:06
Operator : RC/JU

Sample ¢ P3171-12

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 33 (DEL) Alkane: Straight-Chai... Concentration Rank 54
R.T. EstConc Area Relative to ISTD R.T.
12.457 5.17 ng/ul 662337  Acenaphthene-di10 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 89
2 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 78
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 59
4 Tetradecane 198 C14H30 000629-59-4 52
5 Dotriacontane 451 C32H66 000544-85-4 50
Abundance Scan 1627 (12.457 min): BM047008.D\data.ms (-1622) ({ m/z 43.10 100.00%
3.1
711
5000
97.1 AL
| ] 131018521792 o 12.50
0 m‘mJ‘;m_m‘luu_mwu_mmwwwwm m/z 57.10  92.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane
57.0
5000 85.0 AL
12.50
29.0 m/z 71.10 61.39%
0 ||| 130 1410 1600 1980
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #241465: Sulfurous acid, pentadecyl 2-propyl ester
43.0
T
71.0 12.50
5000 m/z 85.10 48.24%
97.0
0 L ‘ ‘ ‘M M12?0‘1550 182.0 210.0
H‘_“W‘H“"w“H‘H“_‘H“H“H‘w“u‘u““‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107244: Dodecane, 2-methyl-6-propyl- i
57.0 12.50
m/z 41.10 45.64%
5000 85.0
L meo™P a0
o NSNS A it AN A 2124 ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47008.D

Acqg On : 06 Aug 2024 02:06
Operator : RC/JU

Sample ¢ P3171-12

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 34 (DEL) Alkane: Straight-Chai... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
12.598 9.69 ng/ul 1242350  Acenaphthene-d10 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 86
2 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 86
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 78
4 Sulfurous acid, 2-ethylhexyl pen... 264 C13H2803S 1000309-18-9 53
5 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 53
Abundance Scan 1651 (12.598 min): BM047008.D\data.ms (-1646) (- | m/z 57.10 100.00%
57.1
5000
85.1
T =
113.2 12.50 13.00
— u“‘ dodh hI 155118322120 2810 9 10 g7.40%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
5000 A ~
12.50 13.00
85.0 m/z 43.05 54.93%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90206: Dodecane, 2,6,10-trimethyl-
57.0
T 5
12.50 13.00
5000 m/z 85.10 35.39%
85.0
270 | | ‘ 1270 1830
o et e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90208: Dodecane, 2,6,11-trimethyl- e ‘
57.0 12.50 13.00
m/z 41.10 34.80%
5000
85.0
27,0
oWMHMww“Hﬂ_‘ﬁﬁ(ﬂ”‘aﬁﬁ-‘?‘”?e?‘-ew_”‘,W,H SN
m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47008.D

Acqg On : 06 Aug 2024 02:06
Operator : RC/JU

Sample ¢ P3171-12

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 35 Naphthalene, 1,6-dimethyl- Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.

13.210 8.21 ng/ul 1052090  Acenaphthene-d10 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 95

Abundance Scan 1755 (13.210 min): BM047008.D\data.ms (-1748) (- | m/z 156.05 100.00%
156.1
5000
1151
43.1 77.0 13.00 13.50
0! | 1902 281 ;141,05 67.98%
miz--> 50 100 150 200 250
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
5000
13.00 13.50
115.0 ITI/Z 155.10 38.62%
0 T T ‘\39\ “ \‘h \“H‘\ H\ ‘ \“\ ““\ U M\ T T T ‘ T T T T ‘ T T T T
miz--> 50 100 200 250
Abundance #33145: Naphthalene, 2,7-dimethyl-
156.0
13.00 13.50
5000 ITI/Z 115.05 16.77%
77.0
o 10 150 ||
0\\H“H‘H‘H“M‘;“M — —
miz--> 50 100 150 200 250
Abundance #33157: Naphthalene, 1,7-dimethyl- —— —
156.0 13.00 13.50
m/z 128.00 16.39%
77.0 115.0 \M
) B Y NN S | EE— |
miz--> 50 100 150 200 250 13.00 1350
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47008.D

Acqg On : 06 Aug 2024 02:06
Operator : RC/JU

Sample ¢ P3171-12

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 36 Naphthalene, 2,3-dimethyl- Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
13.369 9.49 ng/ul 1216100  Acenaphthene-d10 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
Abundance Scan 1782 (13.369 min): BM047008.D\data.ms (-1777) (- | m/z 156.05 100.00%
156.1
5000
13.00 13.50
0 1901 2290 1z 141.05 87.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33149: Naphthalene, 2,3-dimethyl-
156.0
5000
13.00 13.50
115.0 ITI/Z 155.10 29.91%
27,0, 510,799 Ll
0 \H‘\‘H\“H‘\\“\‘\\“\“\‘\‘H“\\\H\‘\‘Hiu‘\‘ EARRERARRRRERRERRRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33156: Naphthalene, 1,7-dimethyl-
156.0
i —o=
13.00 13.50
5000 m/z 115.05 19.91%
510 77.0 115.0
0“‘_1‘q‘ﬁu‘uuﬂuuu‘_“W‘WHU‘NH,H“_“W“H“H‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33129: Naphthalene, 2,3-dimethyl- — —
141.0 13.00 13.50
m/z 128.05 15.45%
5000
115.0
76.0
270 510 ] ‘ Ll
O bt et et e e e e e — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47008.D

Acqg On : 06 Aug 2024 02:06
Operator : RC/JU

Sample ¢ P3171-12

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 37 Naphthalene, 2,6-dimethyl- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
13.422 10.82 ng/ul 1386490  Acenaphthene-d10 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 98
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
3 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 96
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96

Abundance Scan 1791 (13.422 min): BM047008.D\data.ms (-1786) ({ m/z 156.10 100.00%
156.1
5000
57.1
115 1
L, d \‘M Y Il 1941 2411 355 _—
ol bbbl byl LM 2222 2222 999 m/z 141.85 67.17%
m/z--> 50 100 150 200 250 300 350
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0
5000
13.50
770 115.0 m/z 155.05 36.53%
O\\\‘?\’\‘\“‘\‘“H‘\‘\‘\‘\““\U‘“\\\\‘\\\\‘\\\\’\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
13.50
5000 ITI/Z 57.10 32.85%
770 115.0
B9k L
S OV B0 APV O 1
m/z--> 50 100 150 200 250 300 350
Abundance #33138: Naphthalene, 1,5-dimethyl- ——
156.0 13.50
m/z 71.10 23.03%
5000
115.0
0 1O
O e e ——
m/z--> 50 100 150 200 250 300 350 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47008.D

Acqg On : 06 Aug 2024 02:06
Operator : RC/JU

Sample ¢ P3171-12

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 38 Carbonic acid, eicosyl viny... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.569 13.29 ng/ul 1702580  Acenaphthene-d10 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 90
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 80
3 Decane, 5-propyl- 184 C13H28 017312-62-8 74
4 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 72
5 Dodecane, 4-methyl- 184 C13H28 006117-97-1 64
Abundance Scan 1816 (13.569 min): BM047008.D\data.ms (-1806) (- | m/z 57.10 100.00%
57.1
- MAA,AV/“x/L\AmK,AAM
e
1411 .
1832
ol d w“u “ Ao SR 2210257 sz 71,18 97.75%
miz--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
5000 A ‘
13.50
m/z 43.10 78.18%
O T “‘\ \“h“\ “\‘ \‘H ‘\ “ \‘“ \“‘\4\1- 0\ ]\-82 0 T T T 2\5’2.\0\ L ’ \32\5\.'
miz--> 50 100 200 250 300
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
R \
13.50
5000 m/z 85.10 45, 20%
113.0 1830
ol b L [l 1880 a0
miz--> 50 100 150 200 250 300
Abundance #59032: Decane, 5-propyl- T
57.0 13.50
m/z 41.10 36.10%
5000
‘ 112.0
oL ‘\t A U s
m/z--> 100 150 200 250 300 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47008.D

Acqg On : 06 Aug 2024 02:06
Operator : RC/JU

Sample ¢ P3171-12

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 39 Naphthalene, 1,3-dimethyl- Concentration Rank 52
R.T. EstConc Area Relative to ISTD R.T.
13.610 5.56 ng/ul 712932  Acenaphthene-di10 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
3 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97
4 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
5 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 96
Abundance Scan 1823 (13.610 min): BM047008.D\data.ms (-1819) (- | m/z 141.05 100.00%
141.1
57.1
5000
— 4
| 991‘ | w 1972 13.50 14.00
(
0 Hwmw;u‘u!wh“‘ml‘wwmwu“h“‘m 2902 2808 /7 156.10 99.51%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 LN ‘ \AT
13.50 14.00
m/z 57.10 70.96%
76.0
O\\\‘\?\9“\0\“\\"‘h\‘\”!h‘\\‘H‘H\\‘\“!‘H“\\M’HH‘\\H‘H\\‘HH‘HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33141: Naphthalene, 1,3-dimethyl-
141.0
— —
13.50 14.00
5000 m/z 43.10 64.64%
76.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33161: Naphthalene, 1,4-dimethyl- — ——
156.0 13.50 14.00
m/z 71.10 37.63%
5000
115.0
77.0 ‘ w
Ol 320, bbbl e e A =
m/z--> 20 40 60 80 100120140160180200220240260280 13.50 14.00

SFAM-EPA-BM080224.MA.M Wed Aug 07 15:55:34 2024 Page: 38



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47008.D

Acqg On : 06 Aug 2024 02:06
Operator : RC/JU

Sample ¢ P3171-12

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 40 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.992  27.15 ng/ul 3478960  Acenaphthene-d10 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 86
2 Hexadecane 226 C16H34 000544-76-3 86
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
4 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 80
5 3-Ethyl-2,6,10-trimethylundecane 226 Cl16H34 1000432-25-9 78
Abundance Scan 1888 (13.992 min): BM047008.D\data.ms (-1883) (- | m/z 57.10 100.00%
57.1
- /\MAAAAJ\/
T
H 199 14021602 2123 14.00
bbb At 190:2169.2 2123 2810 sz 71.10 71.79%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158600: Nonadecane
57.0
5000 T
14.00
m/z 43.10 67.22%
99.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107218: Hexadecane
57.0
—
14.00
5000 m/z 41.10 37.42%
o 27‘\'0“\‘ 4 “‘9?'0‘ 1410 1830 2260
e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #228591: Tetradecane, 1-iodo- ——
57.0 14.00
m/z 85.10 35.74%
5000
210 L | 9%0‘ 155.0 19?D
O et e e e e e e e S
m/z--> 20 40 60 80 100120140160180200220240260280 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47008.D

Acqg On : 06 Aug 2024 02:06
Operator : RC/JU

Sample ¢ P3171-12

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 41 unknown-03 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
14.169 10.47 ng/ul 1341600  Acenaphthene-d10 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanone, 3-methyl- 98 C6H100 001757-42-2 43
2 Cyclopentanone, 3-methyl- 98 C6H100 001757-42-2 38
3 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 38
4 2-Pentene-1,4-dione, 1-(1,2,2-tr... 208 C13H2002 1010196-77-9 38
5 4-Methyl-2-hexene, c&t 98 C7H14 003404-55-5 30

Abundance Scan 1918 (14.169 min): BM047008.D\data.ms (-1912) (+  m/z 69.10 100.00%

60
111.1
5000 411
157.1

—
14.00 14.50

‘ 199.2229.2 9713
Su— h"wm‘_Hwwww‘mwwwwwwww m/z 57.18  73.64%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #3650: Cyclopentanone, 3-methyl-
69.0
41.0 98.0

5000 s LI
14.00 14.50

m/z 56.10 70.16%

“H L
\’HH‘\H‘HH‘\H\‘HH‘\H\‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #3652: Cyclopentanone, 3-methyl-
69.0

o

o

98.0 T ‘ T T ‘ T
14.00 14.50
so00l 4° m/z 111.16  63.09%
o,,
mlz--> 20 40 60 80 100120140160180200220240260280
Abundance #13253: Cyclohexane, 1,1,2-trimethyl- 7 —
69.0 14.00 14.50

410 m/z 55.10  56.47%

B | M
“ \“ Il h I ‘

O by b e e e e — —
miz--> 20 40 60 80 100120140160 180200220240 260280 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47008.D

Acqg On : 06 Aug 2024 02:06
Operator : RC/JU

Sample ¢ P3171-12

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 42 unknown-04 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
14.216  11.22 ng/ul 1437320  Acenaphthene-d10 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Pyrazole, 5-(t-butyl)-3-phenyl- 200 C13H16N2 1000261-34-8 46
2 6-Fluoro-2,4-pyrimidinediamine, TMS 200 C7H13FN4Si 1000472-66-9 43
3 4-Chlorothieno[2,3-b]pyridine-N-... 185 C7H4C1NOS 025557-54-4 38
4 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 38
5 2-Aminodiphenyl ether 185 C12H11NO 002688-84-8 35
Abundance Scan 1926 (14.216 min): BM047008.D\data.ms (-1921) (- | m/z 185.10 100.00%
185.1
5000 K
1 l \ T ‘ T T ‘ T
39.1 771 115.1 55. ‘ ‘ 14.00 14.50
0 HwHHwww_m‘_H“_‘H“”"W“Ju‘ww,”?ﬁ%‘?w m/z 170.10  64.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #75975: 1H-Pyrazole, 5-(t-butyl)-3-phenyl-
185.0
5000
14.00 14.50
41.0 m/z 200.15 27.09%
‘ 77.0 128.0 158.0 /
O \\\‘\\\\“\\“W\‘w\ \‘}““\\‘%\“‘\\\‘}“‘ \‘!H\\“w\\\“‘\\\\‘\‘\\\"‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #76225: 6-Fluoro-2,4-pyrimidinediamine, TMS
185.0 Jk
L T ‘ T T ‘ T T
14.00 14.50
5000 m/z 155.10 15.96%
77.0
43.0 ‘ 119.0 ‘
080, Wil b B0 L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #60130: 4-Chlorothieno[2,3-b]pyridine-N-oxide ——= =
185.0 14.00 14.50
m/z 186.10 14.65%
5000
95,0 1220
45.0
156 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.00 14.50

SFAM-EPA-BM080224.MA.M Wed Aug 07 15:55:40 2024 Page: 41



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47008.D

Acqg On : 06 Aug 2024 02:06
Operator : RC/JU

Sample ¢ P3171-12

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 43 Naphthalene, 1,4,6-trimethyl- Concentration Rank 55

R.T. EstConc Area Relative to ISTD R.T.
14.463 5.15 ng/ul 659425  Acenaphthene-di10 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 97
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 96
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 95
4 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 95
5 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 94

Abundance Scan 1968 (14.463 min): BM047008.D\data.ms (-1961) (- | m/z 155.10 100.00%
155.1
5000
57.1
P
85 1 12?1 m M 161 14.50
Ot i bl L 28842102 190 10 61 67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45532: Naphthalene, 1,4,6-trimethyl-
155.0
5000
14.50
128.0 m/z 57.10 29.62%
060 || L))
O\\\‘\\\\‘\\‘\\‘“\\‘U‘Hl‘\‘\\’\\\\‘\\\\“\\ ‘\“\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45538: Naphthalene, 2,3,6-trimethyl-
170.0
C
14.50
5000 m/z 153.00 21.89%
128.0
B Sk LT Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45540: Naphthalene, 2,3,6-trimethyl- —
170.0 14.50
m/z 169.10 19.17%
5000
128.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47008.D

Acqg On : 06 Aug 2024 02:06
Operator : RC/JU

Sample ¢ P3171-12

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 44 Naphthalene, 1,6,7-trimethyl- Concentration Rank 57

R.T. EstConc Area Relative to ISTD R.T.
14.545 4.91 ng/ul 629156  Acenaphthene-di10 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 95
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 93
3 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 93
4 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 93
5 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 90

Abundance Scan 1982 (14.545 min): BM047008.D\data.ms (-1978) (- | m/z 170.10 100.00%

170.1
5000
71.1
43 1
‘ 128.1 ;“W M 14.50
of ,, Lo 280y 4y AL 2951 2321 ) 155 10 82.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45532: Naphthalene, 1,4,6-trimethyl-
155.0
5000 Y :
14.50
128.0 m/z 71.10  24.09%
63.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45533: Naphthalene, 1,6,7-trimethyl-
170.0
T T T
14.50
5000 ITI/Z 153.05 22.03%
0127.0 510 760 10201280 | |
R e e A A RRRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45536: Naphthalene, 1,6,7-trimethyl- — ‘
170.0 14.50
m/z 169.05 21.09%
5000
128.0
b 000 T L L,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47008.D

Acqg On : 06 Aug 2024 02:06
Operator : RC/JU

Sample ¢ P3171-12

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 45 (DEL) Alkane: Straight-Chai... Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
14.616 8.39 ng/ul 1074620  Acenaphthene-d10 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 87
2 Tridecane 184 C13H28 000629-50-5 50
3 Dodecane 170 C12H26 000112-40-3 50
4 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 49
5 Nonadecane 268 C19H40 000629-92-5 49

Abundance Scan 1994 (14.616 min): BM047008.D\data.ms (-1989) (- m/z 57.10 100.00%
57.1

-

5000
231.9 Y S
L) 180 aereress H 1450  15.00
bbbl bl L TR L2808 4316 84.51%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
5000 85.0 e _—_——
14.50 15.00
m/z 71.10 77 .26%
H 1400 4859
O’HH“MH‘\“Hh}\“\h\\\““HW‘\‘!‘\HM\H\‘\\H“‘HH‘HH‘H‘H‘HH‘\\H‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59027: Tridecane
57.0
e —
14.50 15.00
m/z 83.10 60.35%
5000, o 85.0 /

I I L !

-

O rprtrr ettt b e e e e
m/z--> 2’0 4‘0 Gb 8‘0 1(‘)015014‘1016‘01&‘302(‘)022‘024‘102(‘5026‘30
Abundance #45479: Dodecane T —
43.0 14.50 15.00
m/z 55.10 55.80%
71.0
5000

-

‘ ‘ H 99.0 1970 170.0
0 Mkuh‘muwhwh‘ﬂ‘w‘“m‘p‘u‘uh‘u‘W‘HW‘H‘_‘H_‘H‘H —r— —
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47008.D

Acqg On : 06 Aug 2024 02:06
Operator : RC/JU

Sample ¢ P3171-12

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 46 4,6,8-Trimethylazulene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.833 11.87 ng/ul 1521090  Acenaphthene-d10 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 70
2 4'-(1-Pyrroyl)acetophenone 185 C12H11NO 022106-37-2 58
3 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 55
4 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 55
5 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 55
Abundance Scan 2031 (14.833 min): BM047008.D\data.ms (-2027) (- | m/z 185.10 100.00%
185.1
5000
e AJ\
128.1 [ 1200
14.50 15.00
43.1 77.0
Obrrerrrei ity 0200 4 m”; . L. 12140 n/7 170.10  96.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45527: 4,6,8-Trimethylazulene
170.0
5000
14.50 15.00
128.0 m/z 155.10 36.97%
390630 800 | | H
0 \\\‘\‘\\\iu“\\“‘\‘H”MH“\\‘\HH\“\‘H“M\‘ ‘\H\H‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59924: 4'-(1-Pyrroyl)acetophenone
185.0
= =
14.50 15.00
5000 142.0 m/Z 200.10 30.55%
115.0
57.0 85.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 LJ\
Abundance #45526: 4,6,8-Trimethylazulene T
170.0 14.50 15.00
m/z 171.10 16.51%
5000
115.0
obo2zo 800 00 | PR ASUSTL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
BM047008.D

: 06 Aug 2024 02:06
: RC/JU
: P3171-12

. 25

hod
le

ry

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224 .MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 47 Sulfurous acid, 2-ethylhexy... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.951  22.57 ng/ul 2892910  Acenaphthene-d10 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 86
2 Tetradecane, 1-iodo- 324 C14H291I 019218-94-1 86

3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 83
4 Hexadecane 226 C1l6H34 000544-76-3 80
5 Pentadecane 212 C15H32 000629-62-9 78

Abundance Scan 2051 (14.951 min): BM047008.D\data.ms (-2047) (- | m/z 57.10 100.00%
57.1

5000 85.1

2

113.1
el TR 1412 1692 197, 2262 0 43,10 73.26%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #170577: Sulfurous acid, 2-ethylhexyl hexyl ester
57.0

h 15.00

o

:

5000 85.0
15.00

m/z 71.10 69.09%

290 ‘ 113.0
I

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

o

¥

Abundance #228591: Tetradecane, 1-iodo-
57.0
15.00
5000 85.0 ITI/Z 85.10 46.15%
29.0 ‘ | 11?0 155.0 197.0
O NSEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107244: Dodecane, 2-methyl-6-propyl- —
57.0 15.00
m/z 41.10 37.00%
B | qu\ANJAJX\NNk\JNu
140.0
o‘mwH‘H,‘mm\ﬁ‘lﬁﬁmwH_“lﬁf“?w?a@p_ o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47008.D

Acqg On : 06 Aug 2024 02:06
Operator : RC/JU

Sample ¢ P3171-12

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 48 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.363  14.55 ng/ul 1864260  Acenaphthene-d10 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 5,8-diethyl- 226 C16H34 024251-86-3 91
2 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 90
3 Hexadecane 226 C16H34 000544-76-3 76
4 Hexacosane 366 C26H54 000630-01-3 72
5 Heptadecane 240 C17H36 000629-78-7 72
Abundance Scan 2121 (15.363 min): BM047008.D\data.ms (-2113) (- | m/z 57.10 100.00%
57.1
- M
‘ ‘99 15‘06 is‘sd
169.1 : :
0 wWH‘h_u”u_HJ”_m‘ﬁ?ﬂl‘wHw“_‘?‘Zﬁ?‘_w%’?ﬂf m/z 71.10  43.75%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107230: Dodecane, 5,8-diethyl-
57.0
5000 — sA
15.00 15.50
m/z 43.10 41.00%
98.0 197.0
0 AL | fer0 1680 | 2260
\‘\H\‘\\H‘HH‘\H\‘\\H‘\\H‘HH‘\H\‘\\H‘\\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
— —
15.00 15.50
5000 m/z 85.10 28.22%
99.0
L “ || 1410 1830 9390
wH‘W‘HW‘H‘_H‘_‘H_‘H‘H‘WH‘W‘HW‘H‘_H‘_‘H_‘H‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107218: Hexadecane — T
57.0 15.00 15.50
m/z 41.10 25.19%
B m
0 27‘ ‘ I ‘ 990 1410 1830 226.0
wH‘WH‘WH‘WH‘wH‘WHH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H P e
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50
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Data Path : Z:
Data File : BM

Acqg On : 06
Operator : RC
Sample : P3
Misc

ALS vial : 25

Quant Method
Quant Title

TIC Library

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
047008 .D

Aug 2024 02:06

/3U

171-12

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224 .MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 49 (DEL) Alkane: Straight-Chai... Concentration Rank 41

R.T. EstConc Area Relative to ISTD R.T.
15.574 6.72 ng/ul 733707  Phenanthrene-di10 16.815
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 86
2 Pentadecane, 2-methyl- 226 C16H34 001560-93-6 64
3 Tetradecane, 3-methyl- 212 C15H32 018435-22-8 58
4 Dodecane, 3-methyl- 184 C13H28 017312-57-1 50
5 Decane, 3-methyl- 156 C11H24 013151-34-3 49

Abundance Scan 2157 (15.574 min): BM047008.D\data.ms (-2152) (- | m/z 57.10 100.00%
57.1
5000
85.1
T
‘ 1T11 11 184.1 113 15.50
ommmw‘mw‘m‘\H‘h w‘:uwww‘ h‘”lmm‘_‘2‘3‘?“2“2}?9? m/z 43.10  51.02%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #123966: Hexadecane, 3-methyl-
57.0
5000 o ‘
15.50
85.0 m/z 71.10  46.89%
ol b f | 1301410 18302110 5400
H\‘H\‘H\\‘HH‘\H\‘\\H‘HH‘HH‘HH‘H\\‘\H\‘H\\‘\H\
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107234: Pentadecane, 2-methyl-
43.0
T
15.50
5000 m/z 41.10 37.52%
71.0
183.0
0 “ h Al \‘990\12701550 \‘ 2110
e e e e e e e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #90199: Tetradecane, 3-methyl- 7
57.0 15.50
m/z 56.10 33.91%
5000
85.0
183.0
113.0
Ot il 240 2120 -
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47008.D

Acqg On : 06 Aug 2024 02:06
Operator : RC/JU

Sample ¢ P3171-12

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 50 2-Methylidenehydrazono-3-me... Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
15.716 5.72 ng/ul 624832  Phenanthrene-di10 16.815
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylidenehydrazono-3-methyl-... 225 C9H8CIN3S 1000147-91-5 53
2 Indolo[2,3-a]quinolizine, 1,2,3,... 226 C15H18N2 004802-79-3 50
3 2-Methylidenehydrazono-3- methyl—... 225 C9H8CIN3S 1000147-91-6 49
4 6,7-Dihydro-2-isopropylamino-8-m... 225 C9H15N502 1000101-98-2 42
5 6(5H)-Phenanthridinone, 2- methoxy- 225 C14H11NO2 038088-96-9 30

Abundance Scan 2181 (15.715 min): BM047008.D\data.ms (-2178) (- | m/z 225.20 100.00%

225.2
5000 169.1197.1
—

15.50 16.00
258.1 m/z 169.10  48.72%

o )
m/z--> 40 60 80 100120140 160 180200 220240 260 280
Abundance #105987: 2-Methylidenehydrazono-3-methyl-6-chloro-2,3
225.0

5000 — S
197.0 15.50 16.00
T m/z 240.20 45.407%
63.0 ‘
O\\\‘\\\\“\\\\‘\\\J\-R\T\\‘\\\“\‘H\\\w‘\\‘w\‘U\\H‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 40 60 80 100120140160 180200 220 240 260 280
Abundance #107134: Indolo[2,3-a]quinolizine, 1,2,3,4,6,7,12,12b-0ctz
225.0 M
o ol
15.50 16.00
5000 ITI/Z 197.10 44 .06%
410 770 11501420
o TGS o i H‘w‘m‘_ku‘u‘w‘uw‘u
m/z--> 40 60 80 100120140160 180 200 220 240 260 280
Abundance #105988: 2-Methylidenehydrazono-3-methyl-7-chloro-2,3 P =
225.0 15.50 16.00

m/z 170.10  41.26%

5000
197.0
69.0 108.0 T
420 | o ﬁ\\h bl

o‘u‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_“ T —
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47008.D

Acqg On : 06 Aug 2024 02:06
Operator : RC/JU

Sample ¢ P3171-12

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 51 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.821  29.95 ng/ul 3270710  Phenanthrene-d10 16.815
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Nonadecane 268 C19H40 000629-92-5 90
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 90
5 9-methylheptadecane 254 C18H38 026741-18-4 90
Abundance Scan 2199 (15.821 min): BM047008.D\data.ms (-2193) (- | m/z 57.10 100.00%
57.1
o mM/\\—\JVV
— —
h 99.1 " 15.50 16.00
ol A h b, 2412 1961 2403 2809 ./ 7116 70.56%
miz--> 50 100 150 200 250
Abundance #123960: Heptadecane
57.0
5000 — ==
15.50 16.00
99.0 m/z 43.10 70.50%
0 \Z\S‘lwo‘r“ T “\ ‘M‘ \‘H‘\ HL \“‘ T “14‘-‘1‘0\ :\1_8\3\0‘ T \2\4??\ [
miz--> 50 100 150 200 250
Abundance #194590: Heneicosane
57.0
— —
15.50 16.00
5000 m/z 85.10 46.51%
‘ 99.0
41.0
bzl || 11| 1410 1830 220 296
m/iz--> 50 100 150 200 250
Abundance #158598: Nonadecane T —
57.0 15.50 16.00
m/z 41.10  35.86%
NI TN T I e
m/z--> 50 100 150 200 250 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47008.D

Acqg On : 06 Aug 2024 02:06
Operator : RC/JU

Sample ¢ P3171-12

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 52 (DEL) Alkane: Straight-Chai... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

15.845 12.77 ng/ul 1394376  Phenanthrene-die 16.815

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 72

C20H42

2 Hexadecane, 2,6,11,15-tetramethyl- 282

3 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40
4 Methoxyacetic acid, 2-octyl ester 202 C11H2203
5 Sulfurous acid, 2-ethylhexyl oct... 446 C26H5403S

000504-44-9 59
001921-70-6 59
1000282-69-6 53
1000309-20-1 53

Abundance Scan 2203 (15.845 min): BM047008.D\data.ms (-2201) (1 | m/z 71.10 100.00%
71.1
5000
113.1
183.2 - =
411 ‘ ‘ ‘ 15.50 16.00
145.
Y A ““ Ik D1 L. 2892 2810 L. 5710 90.29%
miz--> 50 100 150 200 250
Abundance #158622: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 = —
15.50 16.00
113.0 m/z 113.10 32.68%
‘ ‘ 183.0
ol 270l Ll d Luasso T 2220 2680
miz--> 50 100 150 200 250
Abundance #176402: Hexadecane, 2,6,11,15-tetramethyl-
57.0
— —
15.50 16.00
5000 m/z 56.18  27.25%
113.0 169.0
oL 2L [ o asro
miz--> 50 100 150 200 250
Abundance #158621: Pentadecane, 2,6,10,14-tetramethyl- — —
57.0 15.50 16.00
m/z 43.10 24.03%
5000
‘ 113.0 183.0
ol 210 ‘Hu L Laso T Tata0 2530 e
miz--> 50 100 150 200 250 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47008.D

Acqg On : 06 Aug 2024 02:06
Operator : RC/JU

Sample ¢ P3171-12

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 53 (DEL) Alkane: Straight-Chai... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
16.163 9.07 ng/ul 990192  Phenanthrene-d1e 16.815
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 58
2 Tridecane 184 C13H28 000629-50-5 58
3 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 52
4 Dodecane, 2-methyl- 184 C13H28 001560-97-0 52
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 50

Abundance Scan 2257 (16.163 min): BM047008.D\data.ms (-2253) (- | m/z 57.10 100.00%
7.1

57.
5000
165.1

111.1 [N alen
1

‘ lemal 16.00 1650
ol bl by [[4275-22821 2853 m/z 71.10  75.01%

m/z--> 50 100 150 200 250 300
Abundance #74005: Tetradecane
57.0

5000 R Bas
16.00 16.50

m/z 43.10 69.45%
L R T L A

99.0
so | | (%0 ae0 a0
m/z--> 50 100 150 200 250 300
Abundance #59028: Tridecane
57.0

— —
16.00 16.50

o

5000 m/z 85.10 54.60%
99.0
184.0
oo 1L 0 w0 a0
mlz--> 50 100 150 200 250 300
Abundance #211086: Tridecane, 1-iodo- T —
57.0 16.00 16.50

m/z 41.10 31.52%

99.0 183.0
JMM | 1410 | 310.!

m/z--> 50 100 150 200 250 300 16.00 16.50

SFAM-EPA-BM080224.MA.M Wed Aug 07 15:55:56 2024 Page: 52



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47008.D

Acqg On : 06 Aug 2024 02:06
Operator : RC/JU

Sample ¢ P3171-12

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 54 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.615 22.43 ng/ul 2449390  Phenanthrene-d10 16.815
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 87
3 Nonadecane 268 C19H40 000629-92-5 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 86
Abundance Scan 2334 (16.615 min): BM047008.D\data.ms (-2330) (- | m/z 57.10 100.00%
57.1
o /kakkﬂ/xAAvmeNv$
—— —
99.1 1411 16.50 17.00
ol b A [ ) 3411 1832 2543 . 7110 72.45%
miz-> 50 100 150 200 250 300
Abundance #194590: Heneicosane
57.0
5000 s 2
16.50 17.00
99.0 m/z 43.10 70.92%
Olwswq‘\ ““\ ”H‘ \‘h‘\ h“ \“‘ \‘%\41‘1.‘?\ %8\‘3\0‘ \22\5\0\ T \2\96‘(\) T
miz--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
—— —
16.50 17.00
5000 m/z 85.10 50.63%
7.0
ol L 30 a0 20w
m/iz--> 50 100 150 200 250 300
Abundance #158598: Nonadecane ‘ ‘ 7
57.0 16.50 17.00
m/z 41.10 34.61%
5000
99.0
AENEDUTEWEULE LI N I
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\BM@80524\
Data File : BM@47008.D

Acqg On : 06 Aug 2024 02:06
Operator : RC/JU

Sample ¢ P3171-12

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 55 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.668 13.21 ng/ul 1442800  Phenanthrene-d10 16.815
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
2 Heptadecane 240 C17H36 000629-78-7 90
3 3-Ethyl-2,6,10-trimethylundecane 226 C16H34 1000432-25-9 80
4 Tridecane, 4-methyl- 198 C14H30 026730-12-1 78
5 Eicosane 282 C20H42 000112-95-8 78

Abundance Scan 2343 (16.668 min): BM047008.D\data.ms (-2339) (- | m/z 57.10 100.00%

57.1
5000

——
9.1
16.50 17.00
155 1197.2
ok b dd [ 135521972 a67a 385 g1 10 87.68%
m/z--> 50 100 150 200 250 300 350
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 s el

16.50 17.00
m/z 43.10 51.31%
I

0 L‘ AL ‘\ y 19101830 2390 2960
L ‘ T L L ’ L ‘ L T
m/z--> 50 100 150 200 250 300 350
Abundance #123958: Heptadecane

57.0

T
16.50 17.00

5000 m/z 85.10 47 .61%
olsg L || [0 urotes0 w0
m/z--> 50 100 150 200 250 300 350
Abundance #107247: 3-Ethyl-2,6,10-trimethylundecane — —T
57.0 16.50 17.00

m/z 41.10  27.34%

5000
113.0
| ‘ | L || 1830290

ot i R — —
miz--> 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\BM@80524\
Data File : BM@47008.D

Acqg On : 06 Aug 2024 02:06
Operator : RC/JU

Sample ¢ P3171-12

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 56 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.357 20.07 ng/ul 2191910  Phenanthrene-d10 16.815
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Tridecane, 1-iodo- 310 C13H27I ©35599-77-0 91
4 Hexadecane 226 Cl6H34 000544-76-3 86
5 Decane, 1l-iodo- 268 C1OH21I 002050-77-3 83
Abundance Scan 2460 (17.357 min): BM047008.D\data.ms (-2455) (- | m/z 57.10 100.00%
57.1
e M/LN
— —
9‘1 141 2 17.00 17.50
ol d b y3812 1072 268330973852 .7 71,10 71.65%
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 — —=
17.00 17.50
m/z 43.10 68.24%
Ol\ \d\ ‘ H‘ \“‘\h“ \“‘ \%%%‘9%8\3\0‘2\2\5\(\)‘ T \?9\6‘\0\ T ‘ T T
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
— ——
17.00 17.50
5000 m/z 85.10 49, 28%
ol ‘h‘ I H | 141 0183 0225.0 281.0 337.0 394.
R S o e A
m/z--> 50 100 150 200 250 300 350
Abundance #211086: Tridecane, 1-iodo- — —
57.0 17.00 17.50
m/z 41.10 33.78%
5000
‘ 183.0
o Ll e g 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\BM@80524\
Data File : BM@47008.D

Acqg On : 06 Aug 2024 02:06
Operator : RC/JU

Sample ¢ P3171-12

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 57 Hexadecanoic acid, methyl e... Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
17.527 7.72 ng/ul 842724  Phenanthrene-di10 16.815
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 93
2 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 78
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 76
4 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 76
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 64
Abundance Scan 2489 (17.527 min): BM047008.D\data.ms (-2486) (- | m/z 74.10 100.00%
74.1
5000 Ay/vx
198.0
T
ol | e
ol 3800 iy o w et - 2829 340 n/z 87.10  71.91%
miz-> 50 100 150 200 250 300
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 ot :
17.50
143.0 m/z 43.10 29.37%
‘ | 1850 2270 2700
O\\\\H“\“ ‘M\h“\”\‘\\‘\\‘\‘\“\\‘\‘\‘\}\\‘\\\\
miz-> 50 100 150 200 250 300
Abundance #161203: Hexadecanoic acid, methyl ester
74.0
T T
17.50
5000 m/z 41.10 23.94%
143.0
# | ‘ 185.0 227:0 270.0
oHH_J"h‘“uu‘m_‘” HH_HW‘H
miz--> 100 150 200 250 300
Abundance #126207: Methyl tetradecanoate 7 ‘
74.0 17.50
m/z 198.00  23.28%
5000
143.0
9 L 0w
o‘H‘_H‘Mm‘m‘uHu‘_‘um‘””_”‘ At
m/z--> 100 150 200 250 300 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47008.D

Acqg On : 06 Aug 2024 02:06
Operator : RC/JU

Sample ¢ P3171-12

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 58 n-Hexadecanoic acid Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
17.751 9.10 ng/ul 993209 Phenanthrene-d1e 16.815
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
5 Pentadecanoic acid 242 C15H3002 001002-84-2 55
Abundance Scan 2527 (17.751 min): BM047008.D\data.ms (-2522) (- | m/z 73.10 100.00%
73.1
5000 192.1
129.0
— —
390 ‘ .1 17.50 18.00
0 il Al ‘HJ‘ u b 3280 hyz 43100 97.78%
miz-> 50 100 150 200 250 300
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 —r— ——
129.0 17.50 18.00
3.0 213.0 m/z 57.10 82.91%
171.0 ‘
0 b LD L L
miz-> 50 100 150 200 250 300
Abundance #143510 n-Hexadecanoic acid
—— —
17.50 18.00
5000 129.0 m/Z 60.00 76.24%
1710 213.0 256.0
ob—i, ““P‘““ o L ! “ : “u SR
miz--> 50 100 150 200 250 300
Abundance #143509: n-Hexadecanoic acid e .
43. 17.50 18.00
m/z 55.10 71.52%
5000 256.0
129.0
3.0 213.0
‘ ‘ 171.0
ob—H, 1 P P A
m/z--> 100 150 200 250 300 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47008.D

Acqg On : 06 Aug 2024 02:06
Operator : RC/JU

Sample ¢ P3171-12

Misc

ALS vial : 25

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224 .MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 59 (DEL) Alkane: Straight-Chai... Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
18.051 15.00 ng/ul 1637780  Phenanthrene-d10 16.815
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane 240 C17H36 000629-78-7 90
5 Heptadecane 240 C17H36 000629-78-7 90

Abundance Scan 2578 (18.051 min): BM047008.D\data.ms (-2573) (- | m/z 57.10 100.00%
57.1
. Vwabvpr}\N\xﬂkyﬁAA
99.1 PRI ‘
18.00
1411
ol b d L h‘ La%ier 19712392 2821 341 ... 71,10 72.34%
miz-> 50 100 150 200 250 300
Abundance #176384: Eicosane
57.0
5000 ——
18.00
99.0 m/z 43.10 68.23%
ol Ll Li 1 w00 2250z
miz-> 50 100 150 200 250 300
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
T
18.00
5000 m/z 85.10 51.13%
99.0 140.0
182.0
omw“ bdf s 2280
miz--> 100 150 200 250 300
Abundance #194590: Heneicosane 7 ‘
57.0 18.00
m/z 41.10 31.71%
5000
‘ 99.0
41.0
o150 || | M#101830 2250 2980 o
m/z--> 50 100 150 200 250 300 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47008.D

Acqg On : 06 Aug 2024 02:06
Operator : RC/JU

Sample ¢ P3171-12

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 60 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.692  18.35 ng/ul 2003630  Phenanthrene-d10 16.815
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Hexadecane 226 Cl6H34 000544-76-3 91
5 Nonadecane 268 C19H40 000629-92-5 90

Abundance Scan 2687 (18.692 min): BM047008.D\data.ms (-2683) (- | m/z 57.10 100.00%

57.1
5000

—
‘ 13.1 18.50 19.00

1 1832
o‘HsMMu‘\u“m L2392 296.2 3561 429 ./ 71.10  74.82%

m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0

5000 —— SR
18.50 19.00

‘ m/z 43.10 69.95%

O \l \‘\ \‘ “\ h\ H‘ \‘ l‘ 169 0 225 0 296 0
L ‘ TT ‘ T ‘ \ \ \ T ‘ T T ‘ TTTT ‘ TTTT ‘ TTTT ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #107220: Hexadecane

57.0

T
18.50 19.00

5000 ITI/Z 85.10 48.31%
13.0
oAl R a0 2200
m/z--> 50 100 150 200 250 300 350 400
Abundance #246481: Tetracosane T —
57.0 18.50 19.00

m/z 41.10 31.23%

h MMNVfNANﬁJ\\JKﬂ%VAJu
]

H‘ L ‘0‘1690 225.0 281.0 338.0

O b b e e S T T — —
miz--> 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\BM@80524\
Data File : BM@47008.D

Acqg On : 06 Aug 2024 02:06
Operator : RC/JU

Sample ¢ P3171-12

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 61 Tridecane, 1-iodo- Concentration Rank 49

R.T. EstConc Area Relative to ISTD R.T.
19.286 5.86 ng/ul 778331  Chrysene-di12 21.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Tridecane, 1-iodo-

310 C13H27I

©35599-77-0 95

2 Hexadecane 226 C16H34 000544-76-3 90
3 Nonadecane 268 C19H40 000629-92-5 87
4 Heneicosane 296 C21H44 000629-94-7 87

5 Tetradecane, 1-iodo-

324 C14H291I

019218-94-1 86

Abundance Scan 2788 (19.286 min): BM047008.D\data.ms (-2784) (- m/z 57.10 100.00%
57.1
. WL
9.0 —— ——
19.00 19.50
551 220.1
oA d “‘wh“ Lo 2P L 2641 3103 357. nuu 71,10 77.08%
m/z--> 50 100 150 200 250 300 350
Abundance #211086: Tridecane, 1-iodo-
57.0
5000 — —
19.00 19.50
m/z 43.10 68.08%
‘ 9.0 183.0
04 \“\‘ ‘\“‘“‘\ ““ \“‘\ “‘ \‘ \:!-\4\;‘9\ T \‘\ [T T T T T \3‘1\0.\0\ T
m/z--> 50 100 150 200 250 300 350
Abundance #107216: Hexadecane
57.0
—— —
19.00 19.50
5000 m/z 85.10 53.58%
9.0
eg || B womsomso
m/z--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane T —
57.0 19.00 19.50
m/z 41.10 27.68%
- W
9.0
oL L1 14101830 2250 2680
L e A L e e —— —
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47008.D

Acqg On : 06 Aug 2024 02:06
Operator : RC/JU

Sample ¢ P3171-12

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 62 (DEL) Alkane: Straight-Chai... Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
19.821 6.87 ng/ul 911872  Chrysene-d12 21.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 81
2 Dodecane 170 C12H26 000112-40-3 74
3 Tetracosane 338 C24H50 000646-31-1 70
4 Octacosane 394 C28H58 000630-02-4 70
5 Eicosane 282 C20H42 000112-95-8 70
Abundance Scan 2879 (19.821 min): BM047008.D\data.ms (-2875) (- | m/z 57.10 100.00%
57.1
2000 MM
— ——
‘ ‘112.11571 2112 2671 32‘3'2 19.50 20.00
oLk b A L 307 S SO L 429 gz 7110 71.43%
miz--> 50 100 150 200 250 300 350 400
Abundance #45480: Dodecane
57.0
5000 — —
19.50 20.00
m/z 43.10 67.69%
‘ ‘ ‘ 12.0 170.0
O\\‘\‘\“\‘\‘\“\‘\”\“\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #45478: Dodecane
57.0
— ——
19.50 20.00
5000 m/z 85.05 44 .63%
| ‘ | 1120 1700
S
m/z--> 50 100 150 200 250 300 350 400
Abundance #246480: Tetracosane — —
57.0 19.50 20.00
m/z 41.10 29.16%
“ | | ]ﬁ'? 169.0 2250 281.0 338.0
(oY S I 66 0 i s — e
m/z--> 50 100 150 200 250 300 350 400 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47008.D

Acqg On : 06 Aug 2024 02:06
Operator : RC/JU

Sample ¢ P3171-12

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 63 Carbonic acid, decyl 2-ethy... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.792  28.30 ng/ul 3758820  Chrysene-d12 21.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, decyl 2-ethylhexy... 314 C19H3803 1000383-13-7 86
2 Carbonic acid, 2-ethylhexyl trid... 356 C22H4403 1000383-14-0 83
3 Carbonic acid, 2-ethylhexyl tetr... 370 C23H4603 1010383-14-1 83
4 Carbonic acid, 2-ethylhexyl pent... 384 C24H4803 1000383-14-2 83
5 Bacchotricuneatin c 342 C20H2205 066563-30-2 80
Abundance Scan 3044 (20.792 min): BM047008.D\data.ms (-3039) (- | m/z 57.10 100.00%
57.1
] ML
= —
‘ | 57 239.2 20.50 21.00
ol ki L e 128843271 4300 ysp 71010 74.22%
miz--> 50 100 150 200 250 300 350 400
Abundance #217468: Carbonic acid, decyl 2-ethylhexyl ester
57.0
112.0
5000 - —
20.50 21.00
m/z 43.10 63.72%
0 \"\ ‘\}“ ! \“\ \1\.5‘7\.\0\2\0‘3\‘0\\ L L e
m/z--> 50 100 150 200 250 300 350 400
Abundance  #266195: Carbonic acid, 2-ethylhexyl tridecyl ester
57.0
— —
112.0 20.50 21.00
5000 ' m/z 70.10 58.40%
182.0
ol ‘}‘ | b 42480
m/z--> 50 100 150 200 250 300 350 400
Abundance #279620: Carbonic acid, 2-ethylhexyl tetradecyl ester =i ——
57.0 20.50 21.00
m/z 55.10 41.47%
112.0
5000
AL e
m/z--> 50 100 150 200 250 300 350 400 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47008.D

Acqg On : 06 Aug 2024 02:06
Operator : RC/JU

Sample ¢ P3171-12

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 64 (DEL) Alkane: Straight-Chai... Concentration Rank 53
R.T. EstConc Area Relative to ISTD R.T.
21.268 5.55 ng/ul 737432  Chrysene-di12 21.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane, 5-butyl- 366 C26H54 055282-16-1 95
2 Hexadecane 226 C16H34 000544-76-3 95
3 Docosane, 9-butyl- 366 C26H54 055282-14-9 93
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heptadecane 240 C17H36 000629-78-7 90

Abundance Scan 3125 (21.268 min): BM047008.D\data.ms (-3122) (- | m/z 57.10 100.00%

57.1
5000

I
21.00 21.50
169.1
o LT s 22512801 ssasatsn are. 00 10 g s

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #275542: Docosane, 5-butyl-
43.0

5000 T ==
21.00 21.50
126.0 m/z 43.10 67.27%
309.0
0 “h”“” 183.0239.0 | 364.0
\\\‘ \\‘\\\\‘\\\\‘1\\1’\\T\’T\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107216: Hexadecane
57.0
— —
21.00 21.50
5000 ITI/Z 85.10 50.28%
1] AE30 169.0 226.0
0“M‘_\Ju‘hhdpu“‘u“,‘H‘,‘H“‘H““H“‘H
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #275540: Docosane, 9-butyl- T —
43.( 21.00 21.50
m/z 55.10 26.55%
5000
182.0
252.0 309.0
o\\uwlwo e
m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47008.D

Acqg On : 06 Aug 2024 02:06
Operator : RC/JU

Sample ¢ P3171-12

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224 .MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 65 9-Octadecenoic acid, (E)- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
21.680  15.34 ng/ul 2037930  Chrysene-d12 21.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 91
2 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 62
3 cis-Vaccenic acid 282 C18H3402 000506-17-2 55

013151-29-6 53
1000383-14-5 52

4 1-Decene, 4-methyl- 154 C11H22
5 Carbonic acid, 2-ethylhexyl octa... 426 C27H5403

Abundance Scan 3195 (21.680 min): BM047008.D\data.ms (-3190) (- | m/z 57.10 100.00%

57.1
5000

— —
H?HF 1801 265.1 21.50 22.00
0 b .ml..“.H-_;.H_JLH‘34304021 41925351 m/z 71.16  83.78%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #176224: 9-Octadecenoic acid, (E)-
55.0
5000 — e~
21.50 22.00

m/z 55.10 56.28%

H Fo 264.0
O‘\\\\‘thllmm""“"\\\ll\}'\‘\‘\l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #176229: trans-13-Octadecenoic acid

55.0

T —
21.50 22.00

5000 m/z 43.10 44.31%

264.0
| N}nlx- 20 oro®t0
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #176209: cis-Vaccenic acid —— —
55.0 21.50 22.00

m/z 69.10  39.38%

264.0
A ‘h$muﬁh|., 0‘

0 frriil T T T T T — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.50 22.00

o

SFAM-EPA-BM080224.MA.M Wed Aug 07 15:56:11 2024 Page: 64



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47008.D

Acqg On : 06 Aug 2024 02:06
Operator : RC/JU

Sample ¢ P3171-12

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 66 Carbonic acid, 2-ethylhexyl... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
21.797 9.40 ng/ul 1247810  Chrysene-di12 21.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, 2-ethylhexyl tetr... 370 C23H4603 1010383-14-1 83
2 Carbonic acid, 2-ethylhexyl trid... 356 C22H4403 1000383-14-0 83
3 Carbonic acid, 2-ethylhexyl unde... 328 C20H4003 1000383-13-8 80
4 Carbonic acid, 2-ethylhexyl hept... 412 C26H5203 1000383-14-4 80
5 Nonane, 4-methyl-5-propyl- 184 C13H28 062185-55-1 76
Abundance Scan 3215 (21.797 min): BM047008.D\data.ms (-3210) (- | m/z 57.10 100.00%
57.1
5000
— —
‘ ‘}‘ ’ 185.2 267.1 21.50 22.00
ol kbbbl ly A852 1) 3233 3852  475. .., 7110  77.22%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #279620: Carbonic acid, 2-ethylhexyl tetradecy! ester
57.0
112.0
5000 i ==
21.50 22.00
m/z 43.10 64.36%
L e
0 \“‘\\“‘\'\\‘\H‘\“\h\\‘\‘\\\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #266195: Carbonic acid, 2-ethylhexyl tridecyl ester
57.0
— —
1120 21.50 22.00
5000 ' ITI/Z 70.05 47 .94%
182.0
ol ‘L‘ | ‘} NN
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #234676: Carbonic acid, 2-ethylhexyl undecyl ester — e
57.0 21.50 22.00
m/z 112.10  35.82%
B i JWW
0 "}mo A JUL
m/z--> 50 100 150 200 250 300 350 400 450 21.50 22.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47008.D

Acqg On i 06 Aug 2024 02:06
Operator : RC/JU

Sample : P3171-12

Misc :

ALS Vvial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butanoic acid 3.675 6.2 ng/ul 686355 1 7.398 2223890 20.0
(DEL) Alkane: S.. 5.463 13.2 ng/ul 1472450 1  7.398 2223890 20.0
(DEL) Alkane: C.. 6.063 5.9 ng/ul 654539 1 7.398 2223890 20.0
(DEL) Alkane: S.. 6.416 6.7 ng/ul 741557 1  7.398 2223890 20.90
(DEL) Alkane: S.. 6.469 9.3 ng/ul 1037040 1 7.398 2223890 20.0
Benzene, 1l-ethy... 6.504 6.0 ng/ul 667028 1 7.398 2223890 20.0
2-Heptanone, 4,... 6.851 6.3 ng/ul 700878 1 7.398 2223890 20.0
Carbonic acid, 7.040 55.4 ng/ul 6162850 1 7.398 2223890 20.0
1-Hexanol, 2-et... 7.481 36.9 ng/ul 4098440 1 7.398 2223890 20.0
(DEL) Alkane: C... 7.675 9.8 ng/ul 1088830 1 7.398 2223890 20.0
Cyclohexanone, 7.828 7.2 ng/ul 795940 1  7.398 2223890 20.0
Benzene, 1-meth... 7.934 14.3 ng/ul 1590910 1  7.398 2223890 20.0
(DEL) Alkane: S... 7.992 7.4 ng/ul 827016 1 7.398 2223890 20.0
Benzene, 1,4-di... 8.034 8.4 ng/ul 933826 1 7.398 2223890 20.0
(DEL) Alkane: S... 8.063 8.2 ng/ul 912628 1 7.398 2223890 20.0
Benzene, 2-ethy... 8.339 5.7 ng/ul 634307 1  7.398 2223890 20.90
p-Cymene 8.392 6.4 ng/ul 707997 1  7.398 2223890 20.0
(DEL) Alkane: S... 8.628 51.1 ng/ul 5684260 1 7.398 2223890 20.0
unknown-01 8.734 18.9 ng/ul 2105840 1 7.398 2223890 20.0
(DEL) Alkane: S... 9.469 4.3 ng/ul 1353700 2 10.151 6282540 20.0
(DEL) Alkane: S... 9.534 2.4 ng/ul 748917 2 10.151 6282540 20.0
(DEL) Alkane: S... 9.616 2.5 ng/ul 778544 2 10.151 6282540 20.0
unknown-02 10.557 7.5 ng/ul 2354440 2 10.151 6282540 20.0
(DEL) Alkane: S 11.098 2.5 ng/ul 801530 2 10.151 6282540 20.0
(DEL) Alkane: S... 11.204 6.1 ng/ul 1916590 2 10.151 6282540 20.0
(DEL) Alkane: S... 11.616 10.5 ng/ul 3286770 2 10.151 6282540 20.0
(DEL) Alkane: S 12.380 5.0 ng/ul 637503 3 14.051 2562960 20.0
(DEL) Alkane: S 12.457 5.2 ng/ul 662337 3 14.051 2562960 20.90
(DEL) Alkane: S... 12.598 9.7 ng/ul 1242350 3 14.051 2562960 20.0
Naphthalene, 1,... 13.210 8.2 ng/ul 1052090 3 14.051 2562960 20.0
Naphthalene, 2,... 13.369 9.5 ng/ul 1216100 3 14.051 2562960 20.0
Naphthalene, 2,... 13.422 10.8 ng/ul 1386490 3 14.051 2562960 20.90
Carbonic acid, ... 13.569 13.3 ng/ul 1702580 3 14.051 2562960 20.0
Naphthalene, 1,... 13.610 5.6 ng/ul 712932 3 14.051 2562960 20.0
(DEL) Alkane: S... 13.992 27.1 ng/ul 3478960 3 14.051 2562960 20.0
unknown-03 14.169 10.5 ng/ul 1341600 3 14.051 2562960 20.0
unknown-04 14.216 11.2 ng/ul 1437320 3 14.051 2562960 20.0
Naphthalene, 1,... 14.463 5.2 ng/ul 659425 3 14.051 2562960 20.0
Naphthalene, 1,... 14.545 4.9 ng/ul 629156 3 14.051 2562960 20.0
(DEL) Alkane: S... 14.616 8.4 ng/ul 1074620 3 14.051 2562960 20.90
4,6,8-Trimethyl... 14.833 11.9 ng/ul 1521090 3 14.051 2562960 20.0
Sulfurous acid,... 14.951 22.6 ng/ul 2892910 3 14.051 2562960 20.0
(DEL) Alkane: S... 15.363 14.6 ng/ul 1864260 3 14.051 2562960 20.0
(DEL) Alkane: S... 15.574 6.7 ng/ul 733707 4 16.815 2183750 20.90
2-Methylidenehy... 15.716 5.7 ng/ul 624832 4 16.815 2183750 20.0
(DEL) Alkane: S... 15.821 29.9 ng/ul 3270710 4 16.815 2183750 20.0
(DEL) Alkane: S.. 15.845 12.8 ng/ul 1394370 4 16.815 2183750 20.0
(DEL) Alkane: S.. 16.163 9.1 ng/ul 990192 4 16.815 2183750 20.0
(DEL) Alkane: S.. 16.615 22.4 ng/ul 2449390 4 16.815 2183750 20.0
(DEL) Alkane: S.. 16.668 13.2 ng/ul 1442800 4 16.815 2183750 20.0
(DEL) Alkane: S... 17.357 20.1 ng/ul 2191910 4 16.815 2183750 20.0
Hexadecanoic ac... 17.527 7.7 ng/ul 842724 4 16.815 2183750 20.0
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n-Hexadecanoic ...
(DEL) Alkane: S...
(DEL) Alkane: S...
Tridecane, 1-iodo-
(DEL) Alkane: S...
Carbonic acid,

(DEL) Alkane: S...
9-Octadecenoic ...
Carbonic acid,

17

19

21
21
21

.751
18.
18.
19.
.821
20.
.268
.680
.797

051
692
286

792

Awuiwuouwpor

ng/ul
ng/ul
ng/ul
ng/ul
ng/ul
ng/ul
ng/ul
ng/ul
ng/ul

993209
1637780
2003630

778331

911872
3758820

737432
2037930
1247810
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16.
16.
16.
21.
21.
21.

21

815
815
815
045
045
045

.045
21.
21.

045
045

2183750
2183750
2183750
2656230
2656230
2656230
2656230
2656230
2656230
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