LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc :

ALS Vvial : 58 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\SFAM-EPA-BG090924.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO62750.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.070 148 167 171 rBV3 124719 498453 5.86% 1.133%
2 5.016 323 328 340 rVV 93455 149416 1.76% 0.340%
3  5.927 477 483 494 rVW2 219270 353363 4.16% 0.803%
4 6.215 519 532 541 rBV 183353 372927 4.39% 0.848%
5 6.403 557 564 571 rBV3 74587 137259 1.61% 0.312%
6 6.467 571 575 580 rBV 72453 106716 1.26% 0.243%
7 6.550 585 589 592 rVW2 57730 101898 1.20% 0.232%
8 6.902 645 649 654 rVB2 109121 167307 1.97% 0.380%
9 6.961 654 659 662 rBv 127310 187684 2.21% 0.427%
106 6.996 662 665 670 rVB 105369 146895 1.73% 0.334%
11 7.067 670 677 683 rBV3 190416 375059 4.41% 0.853%
12 7.131 683 688 695 rVvB 78183 122877 1.45% 0.279%
13 7.296 709 716 719 rBvV2 69088 1157760 1.36% 0.263%
14 7.531 751 756 765 rVB2 710986 1295577 15.24%  2.945%
15 7.831 796 807 811 rBv4 44298 125958 1.48% 0.286%
16 7.901 811 819 824 rVV2 286425 595034 7.00%  1.353%
17 7.966 824 830 836 rVW 319660 543211 6.39% 1.235%
18 8.019 836 839 847 rVW2 69661 121168 1.43% 0.275%
19 8.330 886 892 896 rBV2 66515 123500 1.45% 0.281%
20 8.436 906 910 917 rVV2 114072 231468 2.72% 0.526%
21 8.671 945 950 953 rBV 129723 193942  2.28% 0.441%
22 8.706 953 956 963 rVB2 79568 128721 1.51% 0.293%
23 8.859 977 982 985 rBvV 68203 105247 1.24% 0.239%
24 8.9066 985 990 997 rVB 72268 122149 1.44% 0.278%
25 9.012 997 1008 1013 rBV5 116717 293405 3.45% 0.667%
26 9.135 1021 1029 1034 rVB 677363 1052898 12.38%  2.393%
27 9.258 1042 1050 1056 rVB8 78665 220119 2.59% 0.500%
28 9.587 1103 1106 1117 rVB6 66802 166430 1.96% 0.378%
29 9.781 1136 1139 1144 rVV3 85201 148057 1.74% 0.337%
30 9.840 1144 1149 1153 rVwv4 94395 176935 2.08% 0.402%
31 9.887 1153 1157 1165 rVV5 47558 135343 1.59% 0.308%
32 9.981 1165 1173 1179 rVB2 101064 217548 2.56% 0.495%
33 10.046 1179 1184 1189 rBV2 65477 110708 1.30% 0.252%
34 10.128 1189 1198 1201 rBV3 75201 164307 1.93% 0.373%
35 10.187 1201 1208 1212 rVV3 80969 176609 2.08% 0.401%

36 10.322 1227 1231 1237 rVB4 56224 105196 1.24% 0.239%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc :

ALS Vvial : 58 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\SFAM-EPA-BG090924.MA.M
Title : SVOA CALIBRATION
37 10.386 1237 1242 1247 rBV2 130760 214396 2.52% 0.487%
38 10.569 1266 1273 1280 rBv4 87961 208998 2.46% 0.475%
39 10.680 1284 1292 1300 rVV2 558409 1344735 15.82% 3.057%
40 10.815 1309 1315 1320 rBV4 118232 232442 2.73% 0.528%
41 10.986 1337 1344 1352 rVB 101576 215399 2.53% 0.490%
42 11.074 1353 1359 1366 rBV 296693 476408 5.60% 1.083%
43 11.197 1373 1380 1387 rVB3 72457 146321 1.72% 0.333%
44 11.614 1442 1451 1458 rVB8 66680 169813 2.00% 0.386%
45 11.720 1464 1469 1474 rBV2 137226 241897 2.85% ©.550%
46 11.791 1474 1481 1488 rVB2 173656 360681 4.24% 0.820%
47 11.955 1501 1509 1518 rBV3 65613 128844 1.52% 0.293%
48 12.120 1528 1537 1541 rBV 307699 518697 6.10% 1.179%
49 12.155 1541 1543 1548 rVB 109360 124513 1.46% 0.283%
50 12.361 1568 1578 1584 rVB2 293424 549256 6.46% 1.249%
51 12.525 1601 1606 1610 rBV5 61283 115447 1.36% 0.262%
52 12.572 1610 1614 1622 rVV2 83629 173145 2.04% 0.394%
53 13.071 1695 1699 1709 rVB3 100527 163667 1.93% 0.372%
54 13.359 1742 1748 1755 rBV ~ 383357 564132 6.64% 1.282%
55 13.565 1779 1783 1792 rVB6 55205 153611 1.81% 0.349%
56 13.712 1799 1808 1813 rBV4 119325 308107 3.62% 0.700%
57 13.853 1825 1832 1837 rBV2 130474 309625 3.64% 0.704%
58 14.017 1852 1860 1864 rBV 137884 230158 2.71% ©.523%
59 14.223 1891 1895 1899 rBv2 93599 137868 1.62% 0.313%
60 14.435 1926 1931 1936 rBV 674449 881643 10.37% 2.004%
61 14.529 1939 1947 1954 rVV 724387 1218295 14.33% 2.769%
62 14.617 1957 1962 1966 rVvV3 165969 258694 3.04% 0.588%
63 14.675 1967 1972 1976 rW 252650 372463 4.38% 0.847%
64 14.740 1978 1983 1993 rVB5 112900 285673 3.36% 0.649%
65 14.834 1993 1999 2003 rBV6 70261 154600 1.82% 0.351%
66 14.934 2012 2016 2020 rVB3 106341 156743 1.84% 0.356%
67 15.005 2022 2028 2032 rBV3 71139 129729 1.53% 0.295%
68 15.057 2033 2037 2041 rBv4 87836 158973 1.87% 0.361%
69 15.157 2045 2054 2058 rBV2 483425 796230 9.37% 1.810%
70 15.292 2072 2077 2085 rBV2 327473 554287 6.52% 1.260%
71 15.386 2085 2093 2098 rVB 474717 672368 7.91% 1.528%
72 15.522 2112 2116 2120 rVB 159443 222798 2.62% 0.506%
73 15.627 2129 2134 2140 rBvV4 129383 230646 2.71% 0.524%
74 15.792 2156 2162 2170 rVB 209576 354482 4.17%  0.806%
75 15.892 2174 2179 2184 rVB4 115107 197380 2.32% 0.449%
76 15.945 2184 2188 2194 rBV5 59494 134590 1.58% 0.306%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc :

ALS Vvial : 58 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\SFAM-EPA-BG090924.MA.M
Title : SVOA CALIBRATION

77 16.162 2220 2225 2229 rVW 173800 248007 2.92% 0.564%
78 16.250 2235 2240 2242 rBV 546167 716277 8.43% 1.628%
79 16.591 2294 2298 2301 rBV4 113515 143667 1.69% 0.327%

80 16.938 2349 2357 2368 rBV 5319662 8501543 100.00% 19.325%

81 17.037 2370 2374 2379 rVV 469106 606010  7.13% 1.378%
82 17.090 2379 2383 2388 rVB2 224387 327960 3.86% ©0.745%
83 17.278 2409 2415 2420 rBV 1095182 1606531 18.90%  3.652%
84 17.372 2427 2431 2435 rVB 195077 279548 3.29% ©0.635%
85 17.413 2435 2438 2443 rVB4 83136 104405 1.23% ©0.237%
86 17.572 2460 2465 2472 rVB6 141300 259550 3.05% ©.590%
87 17.778 2496 2500 2506 rVB 459778 547773 6.44%  1.245%
88 18.471 2613 2618 2624 rBV 358840 440722 5.18% 1.002%
89 19.100 2722 2725 2732 rVB 271784 395651 4.65% 0.899%
90 19.670 2816 2822 2827 rVV2 300007 546608 6.43% 1.242%
91 20.210 2911 2914 2924 rVB2 172791 254671 3.00% ©.579%
92 20.704 2994 2998 3003 rBV 130981 154236 1.81% ©0.351%
93 21.197 3077 3082 3087 rVB 385926 478883 5.63% 1.089%
94 21.520 3130 3137 3145 rBV 1183987 1883238 22.15% 4.281%
95 21.720 3166 3171 3180 rVB 111860 171199 2.01% ©.389%
96 22.178 3243 3249 3257 rVB2 165682 294348 3.46% ©.669%
97 22.302 3265 3270 3280 rVB3 118812 224118 2.64%  ©.509%
98 23.718 3506 3511 3518 rVB3 47895 102136 1.20% ©.232%
99 24.370 3613 3622 3634 rVB 138698 374793 4.41% 0.852%
100 24.587 3648 3659 3671 rBV 749277 2074001 24.40% 4.714%

Sum of corrected areas: 43992783
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG062750.D\data.ms

5000000
4000000
3000000
2000000

1000000 7531
61

4,070 5.016 >928. %W@Kl iz

"w Y- S87Spis K
O%\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’_rj\\?\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘A\\\\‘\\\\‘\/\\/V\J\\‘A/\\i\\\‘\\\\‘\\\\
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BG062750.D\data.ms
16.938

5000000
4000000
3000000

2000000

17.278 21.520

. 16.250
i 216.501 ' 037 17 [78 18471 19100 19.670 21.197
i 20.21020.704 172022372
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Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20. 50 21.00 21. 50 22.00 22.50
Abundance TIC: BG062750.D\data.ms
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5000000

4000000

3000000

2000000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 4
R.T. EstConc Area Relative to ISTD R.T.
4.070 16.75 ng/ul 498453  1,4-Dichlorobenzene-d4 7.907

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid 88 C4H802 000107-92-6 78
2 Butanoic acid 88 (C4H802 000107-92-6 72
3 Butanoic acid 88 (C4H802 000107-92-6 64
4 Butanoic acid 88 (C4H802 000107-92-6 59
5 Pentanoic acid 102 C5H1002 000109-52-4 38
Abundance Scan 167 (4.070 min): BG062750.D\data.ms (-148) (-) m/z 60.10 100.00%
60.1
5000 A
H 13.80 4.00 4.20 4.40
3 87.1 .

oHwﬂwum"u"_H‘_WW_MM?‘Q‘?‘-““ m/z 73.10  33.38%

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

Abundance #2273: Butanoic acid

60.0
5000 \\\‘\\\\‘\\\\‘\\\\‘\\\\
27.0 3.80 4.00 4.20 4.40

m/z 42.05 27.73%

88.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2275: Butanoic acid
60.0

3.80 4.00 4.20 4.40

o

5000 m/z 41.10 25.81%
27.0
0 \“H\HH‘\SSO\\\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2274: Butanoic acid R AR R R
60.0 3.80 4.00 4.20 4.40

m/z 45.10  19.66%

5000
27.0
i s L

m/z--> 20 40 60 80 100 120 140 160 180 200 3.80 4.00 4.20 4.40

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 unknown-01 Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
5.016 5.02 ng/ul 149416 1,4-Dichlorobenzene-d4 7.907

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 42
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 36
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 33
4 Pentane, 3-ethyl- 100 C7H16 000617-78-7 12
5 2-Pentanone, 5-(acetyloxy)- 144 C7H1203 005185-97-7 12
Abundance Scan 328 (5.016 min): BG062750.D\data.ms (-323) (-) m/z 43.10 100.00%
3.1
5000 59.1

T A

‘ | 831 101.1 4.60 4.80 5.00 5.20 5.40
bl 83 L1892 s9 16 s6.65%

miz--> 20 40 60 80 100 120 140

Abundance #9310: Acetic acid, 1,1-dimethylethyl ester

43.0
5000 B B BB B R
50.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 14.53%
27‘0 101.0
O\\\\‘\‘\‘\\“‘1\\‘\“‘\\\7\8.‘0\\\\“\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
4.60 4.80 5.00 5.20 5.40
m/z 58.10 14.05%
5000 59.0
15.0 101.0
‘ Wl | 83.0 1 ‘
O L B s L0 e e e
m/iz--> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl- ““‘,H““““A““A
43.0 4.60 4.80 5.00 5.20 5.40
m/z 55.10 12.66%
5000 59.0
ol 210 830 1010
e
m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.927 11.88 ng/ul 353363 1,4-Dichlorobenzene-d4 7.907
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 87
2 Nonane 128 C9H20 000111-84-2 80
3 Nonane 128 C9H20 000111-84-2 76
4 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 50
5 Nonane 128 C9H20 000111-84-2 49
Abundance Scan 483 (5.927 min): BG062750.D\data.ms (-477) (-) m/z 43.05 100.00%
43.0
57.1
5000
71.0 851

| ‘ 1061 1081 5.60 5.80 6.00 6.20
oHwW‘_m‘mw_m‘w_m‘m:w,mwww m/z 57.18  78.89%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance #14522: Nonane

43.0
57.0
5000
5.60 5.80 6.00 6.20
0.0 710 850 m/z 41.10 46.73%
L L Lo e
OH‘H\\‘\\H‘HH“\H\‘\H\‘HH‘\H\‘\1\\‘\\\\‘\\H’HH‘H\M\\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14521: Nonane
43.0 -/\«
P T e
57.0 5.60 5.80 6.00 6.20
5000 m/z 85.10 23.72%
29.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14520: Nonane H“‘H“‘H“‘H,‘HTA
43.0 5.60 5.80 6.00 6.20
57.0 m/z 56.15 18.20%
5000
290 710 85.0
990
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 (R)-(-)-2-Methyl-2,4-pentan... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.215 12.53 ng/ul 372927 1,4-Dichlorobenzene-d4 7.907

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (R)-(-)-2-Methyl-2,4-pentanediol 118 C6H1402 099210-90-9 90
2 Hexylene glycol 118 C6H1402 000107-41-5 90
3 Hexylene glycol 118 C6H1402 000107-41-5 83
4 Hexylene glycol 118 C6H1402 000107-41-5 78
5 Oxetane, 2,2,4-trimethyl- 100 C6H120 023120-44-7 64
Abundance Scan 532 (6.215 min): BG062750.D\data.ms (-519) (-) m/z 59.10 100.00%
59.1
43.1
5000

‘ 1031 5.80 6.00 6.20 6.40 6.60
o"‘_"‘_"‘_"“_"‘_"‘MH‘7‘15‘1‘ww,w,m,‘ m/z 43.10  71.58%

m/z--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #10081: (R)-(-)-2-Methyl-2,4-pentanediol

59.0
43.0
5000
5.80 6.00 6.20 6.40 6.60
m/z 56.10 26.28%
1. .
15.0 3‘0‘ Il 710 8?0 103.0
0\\\‘\\‘\1‘\\\‘\“\\\\‘\\\\‘\\\\i\\\‘\‘\\\\‘\\\\’\\\\’\‘\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #10020: Hexylene glycol
59.0
43.0 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
5.80 6.00 6.20 6.40 6.60
5000 m/z 41.05 25.39%
310
o w0
o""‘m"""""""""m:;"H_ww,w,w,‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #10017: Hexylene glycol RARENEEEEE TS
43.0 59.0 5.80 6.00 6.20 6.40 6.60
m/z 45.10 22.47%
5000
15.0 31.0
' 850 1030
om‘H“W"H‘m“W‘WH“;““7“1”H‘H‘H,HH,JM,‘ e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924 .MA.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

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

Concentration Rank 31

Peak Number 5 Oxalic acid, isohexyl penty...

R.T. EstConc Area Relative to ISTD R.T.
6.403 4.61 ng/ul 137259 1,4-Dichlorobenzene-d4 7.907
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Oxalic acid, isohexyl pentyl ester 244 C13H2404 1000309-32-8 50

2 Hexane, 1-(hexyloxy)-3-methyl- 200 C13H280 074421-18-4 47
3 Carbonic acid, isohexyl propyl e... 188 C10H2003 1010314-53-3 47
4 1-Pentanol, 2,3-dimethyl- 116 C7H160 010143-23-4 42
5 Octane 114 C8H18 000111-65-9 38
Abundance Scan 564 (6.403 min): BG062750.D\data.ms (-557) (-) m/z 43.10 100.00%
43.1
- M
69.0 105 0 R R ama I e
H ‘ H -~ 6.00 6.20 6.40 6.60 6.80
0 bl “‘M“H‘u‘_m]}mw””_‘H_m m/z 41.05 42.88%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #127948: Oxalic acid, isohexyl pentyl ester
43.0
5000 EEEE R R R
6.00 6.20 6.40 6.60 6.80
85.0 m/z 57.10  38.60%
O\ ‘ \h‘\ [\“l m‘ T \m\ T T ‘ T 1T ‘]-\2\9\9‘ T \]_\6‘1\(\)\ T ‘ T 1T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #76047: Hexane, 1-(hexyloxy)-3-methyl-
43.0
R RRARA=SEEESRIS
6.00 6.20 6.40 6.60 6.80
5000 70.0 m/z 55.10  32.93%
L 98.0
0“AM‘H“~““‘_"”“H““‘w““‘u“““
m/z--> 20 40 60 100 120 140 160 180
Abundance #62407:Carbonn:amd,sohexylmnpyleﬁer o R EAma aRE RS e
43.0 6.00 6.20 6.40 6.60 6.80
63.0 m/z 56.10 26.22%
5000
85.0
105.0
ol 1 “M Ll 1450 1890
R T R T B e ML TR T T
m/z--> 20 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80

SFAM-EPA-BG090924.MA.M Thu Sep 12 12:48:03 2024 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62750.D

Acqg On : 12 Sep 2024 00:53

Operator : JU/RC

Sample : P3877-07DL 10X

Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924 .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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
6.467 3.59 ng/ul 106716 1,4-Dichlorobenzene-d4 7.907

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3-methyl- 142 C1eH22 005911-04-6 86
2 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 78
3 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 72
4 Nonane, 3-methyl- 142 C1eH22 005911-04-6 64
5 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 59
Abundance Scan 575 (6.467 min): BG062750.D\data.ms (-571) (-) m/z 57.10 100.00%
57.1
5000 4110
R A ERRE R
85.1 1131 6.20 6.40 6.60 6.80

oH"_m‘i‘mu‘m_ﬂ‘m:‘Hu_m“_m_” m/z 71.18  61.42%

miz--> 20 40 60 80 100 120 140

Abundance #22080: Nonane, 3-methyl-

57.0
5000 41,0 (\\\/‘\v’/\\?/‘\uu‘u’ﬁ/‘l\uu
6.20 6.40 6.60 6.80
m/z 43.10  59.28%
113.0
O\ 151.0 T \‘i‘} T T \“} T ‘8?.\()\ T [ L 1‘\ ‘ T \]\_4‘2\.(\)\
miz-> 20 40 60 80 100 120 140
Abundance #22095: Octane, 3,6-dimethyl-
57.0
R R e
6.20 6.40 6.60 6.80
5000 m/z 41.05 41.48%
41,0
113.0
ok st Al 2271420
m/iz--> 20 40 60 80 100 120 140
Abundance #22091: Octane, 2,6-dimethyl- R EEamEREEEE T
57.0 6.20 6.40 6.60 6.80
m/z 56.05 33.68%
5000
41,0
113.0
85.0
- N N Y O30 DO W L POV
m/z--> 20 40 60 80 100 120 140 6.20 6.40 6.60 6.80

SFAM-EPA-BG090924.MA.M Thu Sep 12 12:48:04 2024

Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 (DEL) Alkane: Cyclic6.550 Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
6.550 3.42 ng/ul 101898 1,4-Dichlorobenzene-d4 7.907

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, propyl- 126 C9H18 001678-92-8 64
2 Cyclohexane, propyl- 126 CSH18 001678-92-8 53
3 Cyclohexane, propyl- 126 CO9H18 001678-92-8 47
4 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 43
5 Pyridine, 2,3,4,5-tetrahydro- 83 C5HON 000505-18-0 40
Abundance Scan 589 (6.550 min): BG062750.D\data.ms (-585) (-) m/z 55.10 100.00%
55.1 83.1
41.1
5000
69.1
97.1 T
‘ ‘ 1 126.2 6.20 6.40 6.60 6.80
0‘WH‘WH‘WH‘WM‘WNﬂWHWHMNHA:wuﬁhu‘ﬁﬁgw‘ww‘u m/z 83.10 96.10%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13200: Cyclohexane, propyl-
55.0 83.0
5000
4L.0 6.20 6.40 6.60 6.80
270 60,0 126.0 m/z 41.10 59.67%
OH‘\H\‘H\H‘\H\“U\H‘\‘1!‘\‘\\\ﬁ}HH“\1\\‘??\.2\\]-\]‘_\2\.\()\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13202: Cyclohexane, propyl-
83.0
R aE A RRRE
55.0 6.20 6.40 6.60 6.80
5000 m/z 82.10 46.72%
41.0
126.0
27.0 69.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13201: Cyclohexane, propyl-
83.0 6.20 6.40 6.60 6.80
55.0 m/z 56.10 33.83%
5000
41.0
126.0
27.0 69.0
oH_HwHM_H‘M:uH_wwHﬁHH‘u1‘w??:ﬂlﬁl‘;mw
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.20 6.40 6.60 6.80

SFAM-EPA-BG090924.MA.M Thu Sep 12 12:48:05 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 (DEL) Alkane: Straight-Chai... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
6.902 5.62 ng/ul 167307 1,4-Dichlorobenzene-d4 7.907

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4-methyl- 142 C1eH22 017301-94-9 78
2 Heptane, 2,3,4-trimethyl- 142 C10H22 052896-95-4 59
3 Nonane, 2-methyl- 142 C1OH22 000871-83-0 53
4 Hexane, 3-methyl- 100 C7H16 000589-34-4 50
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 50
Abundance Scan 649 (6.902 min): BG062750.D\data.ms (-645) (-) m/z 57.10 100.00%
57.1
5000
4111
S
| 98"1 ss 1422 6.60 6.80 7.00 7.20
Obrrrrrrrrprrrbllre gl ol Bt 2232 2422 0 myz 4310 56.92%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22083: Nonane, 4-methyl-
57.0
5000 L B L R R
6.60 6.80 7.00 7.20
41,0 m/z 41.10 35.09%
98.0
0l 260 | |l 720 | 1130 1420
\\H‘\H\‘\\\\‘\H\‘H\\‘\\\\‘\H\‘H\\’HH‘\H\’HH‘HH‘HH‘HH‘\
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22118: Heptane, 2,3,4-trimethyl-
57.0
R ARREaEER T
6.60 6.80 7.00 7.20
5000 m/z 71.10 34.28%
41,0
‘ 99.0
0\\u‘?\6\"\?\\\\“1m\‘u‘l1‘\\z‘1'\9\‘u\\,\\\U‘\u\,\m‘\m‘\m‘\m‘\
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22078: Nonane, 2-methyl- O RRRREEGE S
43.0 6.60 6.80 7.00 7.20
m/z 70.10 31.62%
5000
71.0
270 98.0
o,,127'0142'O \ A A S
m/z--> 20 30 40 50 60 70 80 90 100110120130140 6.60 6.80 7.00 7.20

SFAM-EPA-BG090924.MA.M Thu Sep 12 12:48:06 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 (DEL) Alkane: Straight-Chai... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
6.961 6.31 ng/ul 187684 1,4-Dichlorobenzene-d4 7.907

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl- 184 C13H28 001560-97-0 59
2 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 59
3 Undecane, 3,7-dimethyl- 184 C13H28 017301-29-0 53
4 Decane, 5-methyl- 156 C11H24 013151-35-4 53
5 Undecane, 3-methyl- 170 C12H26 001002-43-3 50
Abundance Scan 659 (6.961 min): BG062750.D\data.ms (-654) (-) m/z 57.10 100.00%
57.1
5000
i 560680700720 |
‘ 127.2 . : : :
Otttk BET2 2211 430 95.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59038: Dodecane, 2-methyl-
43.0
5000 710 L L B R IR B R
6.60 6.80 7.00 7.20
m/z 41.10 44.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14541: Heptane, 2,6-dimethyl-
43.0
T
6.60 6.80 7.00 7.20
5000 ITI/Z 71.05 33.39%
71.0
Ly e
L S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59052: Undecane, 3,7-dimethyl- R R RERE
43.0 6.60 6.80 7.00 7.20
m/z 42.05 23.64%
5000 71.0
o h‘ | 1990 1270 1550 1540
e e e e e e e e PP e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 6.60 6.80 7.00 7.20

SFAM-EPA-BG090924.MA.M Thu Sep 12 12:48:08 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 10 Benzene, 1l-ethyl-3-methyl- Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
6.996 4.94 ng/ul 146895 1,4-Dichlorobenzene-d4 7.907

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 95
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 91

Abundance Scan 665 (6.996 min): BG062750.D\data.ms (-662) (-) m/z 105.10 100.00%

105.1
5000
120.1

1, 5L 77‘0 91.1 6.60 6.80 7.00 7.20 7.40
Oy 382 L 8L Mk m/z 120,10 30.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 | LI BB B
120.0 6.60 6.80 7.00 7.20 7.40

m/z 77.05 13.27%

77.0 91.0
39.0
\\‘\\]-\8\’0\\\\’\\\\"\\\\“\\\\6‘%\‘\0\‘\\\‘\“\\\\“\\\\‘\‘}1\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10727: Benzene, 1-ethyl-4-methyl
105.0

6.60 6.80 7.00 7.20 7.40

o

5000 ITI z 91.10 12.11%

120.0

79.0
39.0 650 || 920
Y VRN | ..o | B N
m/z--> 10 20 30 40 50 60 70 80 90 100110120 A

Abundance #10724: Benzene, 1-ethyl-2-methyl- e b ey
105.0 6.60 6.80 7.00 7.20 7.40

m/z 79.05 10.32%

5000
120.0
77.0 91.0 ‘
510
0 210 640 || [ 1
e prerrrrrt ettt e e

m/z--> 10 20 30 40 50 60 70 80 90 100110120 6.60 6.80 7.00 7.20 7.40

SFAM-EPA-BG090924.MA.M Thu Sep 12 12:48:09 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 Mesitylene Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
7.131 4.13 ng/ul 122877 1,4-Dichlorobenzene-d4 7.907

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 94
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 688 (7.131 min): BG062750.D\data.ms (-683) (-) m/z 105.05 100.00%
105.1
5000 120.1
AR
391 g1 77‘-0 91.0 6.80 7.00 7.20 7.40
0 ",‘m,‘H‘,mJ,HH,‘Muu:_HWH1“”H“HH“‘:me“uw m/z 120.10  47.58%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10692: Mesitylene
105.0
5000 1200 \\‘\\A\\‘\\\\‘\\\\‘\\\\‘

6.80 7.00 7.20 7.40
m/z 77.00 13.92%

77.0
51.0 91.0
\\’\\\\’\2\\7\.?\\\\"\\H"“\‘\\\“6\4\”.1(\)‘\H‘H‘\\\\“\\H‘\Ml\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0

o

120.0 6.80 7.00 7.20 7.40
5000 ITI/Z 119.10 12.74%
39.0 77.0 91.0
VT ... Y Y
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10707: Benzene, 1,2,3-trimethyl- AR ‘ o ‘ ey
105.0 6.80 7.00 7.20 7.40
m/z 91.05 11.14%
5000 120.0
39.0 77.0 91.0 AAA /\
ob 180 e S e AL
m/z--> 10 20 30 40 50 60 70 80 90 100110120 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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, 1l-ethyl-4-methyl- Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
7.296 3.89 ng/ul 115770  1,4-Dichlorobenzene-d4 7.907
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 91
Abundance Scan 716 (7.296 min): BG062750.D\data.ms (-709) (-) m/z 105.10 100.00%
105.1
5000
120.1

AR mama A

391 g 77‘-1 91"1 7.00 7.20 7.40 7.60
oH_m_Hww_H‘;hmu_hmH:“mu‘m_memw m/z 120.10  33.87%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance #10725: Benzene, 1-ethyl-3-methyl-

105.0
5000 L L L LI L L BN
7.00 7.20 7.40 7.60
120.0 9
77.0 91.0 m/z 91.10 15.35%
o sto T
0H‘\\H‘\H‘i‘\H\‘HH“\HHH\|\H\|HH“}H\HH\‘H‘\‘\“‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0
7.00 7.20 7.40 7.60
5000 m/z 77.10 14.21%
120.
77.0 91.0 0.0
27.0 51.0 M
0H‘HH"HM"H"H"{‘u"‘M‘,ml,‘m“mwH“mu‘muw
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10695: Mesitylene
105.0 7.00 7.20 7.40 7.60
m/z 79.10 12.01%
120.0
5000
77.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 13 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.531  43.55 ng/ul 1295580 1,4-Dichlorobenzene-d4 7.907

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C10H22 000124-18-5 95
2 Decane 142 C10H22 000124-18-5 90
3 Undecane 156 C1l1H24 001120-21-4 83
4 Carbonic acid, decyl vinyl ester 228 C13H2403 1000383-25-7 83
5 Nonane 128 C9H20 000111-84-2 78

Abundance Scan 756 (7.531 min): BG062750.D\data.ms (-751) (-) m/z 43.10 100.00%

431
5000
71.1
7.20 7.40 7.60 7.80
99.1 142.2 7
0 m_MU:H‘HMM!‘Hwm_m_m_Mw_m??f?:" m/z 57.10  99.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22068: Decane
43.0
5000
71.0 7.20 7.40 7.60 7.80
m/z 41.10 47.32%
o150l | |se0 o
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22067: Decane
43.0
T T T
7.20 7.40 7.60 7.80
5000 m/z 71.10 32.70%
71.0
|| femo 2o
0 m‘\MUm‘u‘u‘mWm‘\m‘\m‘\m‘\m‘\m‘\m‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33078: Undecane
43.0 7.20 7.40 7.60 7.80
m/z 85.10 21.69%
5000 71.0
0 L Ls90 1270 1560
H‘_‘H‘HH‘H‘W‘H‘_H‘_‘H‘HH‘H‘W‘H‘_H‘_‘H‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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

Abundance #22068: Decane

Peak Number 14 unknown-02 Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
7.831 4.23 ng/ul 125958 1,4-Dichlorobenzene-d4 7.907

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, isobutyl hexyl ester 230 C12H2204 1000309-37-1 43
2 Decane 142 C10H22 000124-18-5 43
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 43
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 43
5 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 43

Abundance Scan 807 (7.831 min): BG062750.D\data.ms (-796) (-) m/z 57.10 100.00%

57.1
5000 411
85.1
“ I ‘ ‘ 1111 1301 7.60 7.80 8.00 8.20
0ol L S0 R wyz 43.10 67.50%
m/z--> 20 40 60 80 100 120 140
Abundance #111147: Oxalic acid, isobutyl hexyl ester
57.0
5000 41,0
85.0 7.60 7.80 8.00 8.20
m/z 41.10 42.56%
129.
()264L H‘ “‘\\‘\\“f‘\\\]-(‘)g\.\o\\‘\\‘g\()\‘\\\
miz-> 20 40 60 80 100 120 140
43.0

7.60 7.80 8.00 8.20

5000 ITI/Z 56.10 26.28%
71.0
2710
oL L 990440 1420
e e e e
miz--> 20 40 60 80 100 120 140
Abundance #8644: Hexane, 2,4-dimethyl- FrE
43.0 7.60 7.80 8.00 8.20
m/z 85.10  23.79%
5000
85.0
270 70.0
B 0 O NV S
m/z--> 20 40 60 80 100 120 140 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 1-Hexanol, 2-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.966 18.26 ng/ul 543211 1,4-Dichlorobenzene-d4 7.907

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
2 2-Propyl-1-pentanol 130 C8H180 058175-57-8 72
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
5 2-Propyl-1-Pentanol, trifluorocac... 226 C10H17F302 1000365-19-7 59
Abundance Scan 830 (7.966 min): BG062750.D\data.ms (-824) (-) m/z 57.10 100.00%
57.1
5000 411
H | 8‘7'1 08.2 7.60 7.80 8.00 8.20
Ol bl i 1130 1381 s 41,10 39.90%
miz-> 20 40 60 80 100 120 140
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
5000 L ELL BLL LI L LI N B
410 7.60 7.80 8.00 8.20
83.0 m/z 43.10 36.95%
98.0
O\ T \1\8.‘0\ ‘\“\ \“‘\ T T \“‘\ T “‘1 T \“ \]\_1}3\.()‘ L ‘ 1
miz-> 20 40 60 80 100 120 140
Abundance #15686: 2-Propyl-1-pentano
57.0
‘YTY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TV
7.60 7.80 8.00 8.20
5000 m/z 55.10 26.46%
41.0
H 830 950
ol 2o 1l M| Ciuse
miz--> 20 40 60 80 100 120 140
Abundance #15691: 1-Hexanol, 2-ethyl- AR REmAREEE SRR
57.0 7.60 7.80 8.00 8.20
m/z 56.10 20.72%
5000 41.0
83.0
m/z--> 20 40 60 80 100 120 140 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 16 Benzene, 1,2,3-trimethyl- Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
8.019 4.07 ng/ul 121168 1,4-Dichlorobenzene-d4 7.907

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 87
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 83
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 83
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 83
5 Mesitylene 120 CS9H12 000108-67-8 83
Abundance Scan 839 (8.019 min): BG062750.D\data.ms (-836) (-) m/z 105.10 100.00%
105.1
5000 /\ J\
77.0 Rmaa e ARARARRRE
39.1 ‘ 1341 ou3, | 1607.808.008.208.40
Ol rreref bl I ol nw“mH"HHWwaww?‘a m/z 120.10  41.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #10691: Mesitylene
105.0
5000 R L B

7.60 7.80 8.00 8.20 8.40
m/z 77.00 16.82%

39.0 77.0 ‘
O \\\‘\‘\H“‘\\‘\‘\“\‘\H““\\‘H‘H‘\\‘\“‘HH‘H\\‘HH‘\\H‘HH‘\\H‘H\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
7.60 7.80 8.00 8.20 8.40
5000 ITI/Z 119.00 12.15%
39.0 77.0 ‘
Y SR OV Y W Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 /\ J
Abundance #10717: Benzene, 1,2,4-trimethyl- R ARREmaE REATS o
105.0 7.60 7.80 8.00 8.20 8.40
m/z 91.10 11.78%
5000
51.0 77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 17 Cyclohexanone, 3,3,5-trimet... Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
8.330 4.15 ng/ul 123500 1,4-Dichlorobenzene-d4 7.907

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 90
2 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 90
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 87
4 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 72
5 2,4,6-Trimethyl-3-heptene 140 C10H20 1000113-56-9 59
Abundance Scan 892 (8.330 min): BG062750.D\data.ms (-886) (-) m/z 83.10 100.00%
83.1
LA ««/\NJAJKMJ\VNMJ\MAM/\
140.1 -
H ‘ ‘ 8.00 8.20 8.40 8.60
ol MW‘ e B 7 69.10 55.41%
miz--> 50 100 150 200 250 300 350 400
Abundance #21576: Cyclohexanone, 3,3,5-trimethyl-
83.0
5000 410 UL L B R B L BB
8.00 8.20 8.40 8.60
‘ 140.0 m/z 55.18  45.75%
O\‘\H\}“‘”\w\\h‘\\‘\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #21577: Cyclohexanone, 3,3,5-trimethyl-
83.0
 Em e AR
8.00 8.20 8.40 8.60
5000 m/z 41.10 42.96%
41.
140.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #21578: Cyclohexanone, 3,3,5-trimethyl- R AR RN Ea
83.0 8.00 8.20 8.40 8.60
m/z 56.10 35.31%
5000
411 140.0
0 W“A‘L““““ o \ﬂ‘w“‘w“‘w“‘w“‘w
m/z--> 50 100 150 200 250 300 350 400 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 12
R.T. EstConc Area Relative to ISTD R.T.
8.436 7.78 ng/ul 231468 1,4-Dichlorobenzene-d4 7.907

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 5-methyl- 156 C11H24 013151-35-4 76
2 Heptane, 4-ethyl- 128 C9H20 002216-32-2 47
3 Heptane, 4-ethyl- 128 C9H20 002216-32-2 47
4 Nonane, 2,5-dimethyl- 156 C11H24 017302-27-1 47
5 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 46
Abundance Scan 910 (8.436 min): BG062750.D\data.ms (-906) (-) m/z 57.10 100.00%
57.1
5000
411 85.1 105.1
PR e
8.20 8.40 8.60 8.80
134 1
Y — H‘ el “\ i A82 s 43,10 69.69%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33084: Decane, 5-methyl-
57.0
5000 L B B LI BN B
8.20 8.40 8.60 8.80
410 85.0 m/z 41.10  30.56%
O ’ \1\1\20 \\\1\4.‘0\0\1\5\60
miz--> 20 40 60 80 100 120 140 160
Abundance #14532: Heptane, 4-ethyl-
43.0
R RS RRRAE
8.20 8.40 8.60 8.80
5000 m/z 85.10 28.52%
27.0 85.0
0 H ‘ ‘\ \H\ 69\\\0 H 128 O
el “““““ “““““ Ui
miz--> 20 40 100 120 140 160 M/\
Abundance #14535.Heptane,4=ethyh A REEam R SR
43.0 8.20 8.40 8.60 8.80
m/z 105.10 26.36%
5000
85.0
27.0 ‘ 69.0 ‘ ‘
0 ,‘W Al il A 1280 VSRS RAVAL\ S wwivh
m/z--> 20 40 60 80 100 120 140 160 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.671 6.52 ng/ul 193942  1,4-Dichlorobenzene-d4 7.907

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 87
2 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 80
3 Undecane, 3-methyl- 170 C12H26 001002-43-3 72

4 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 59
5 Nonane, 1-iodo- 254 (C9H191 004282-42-2 53

Abundance Scan 950 (8.671 min): BG062750.D\data.ms (-945) (-) m/z 57.10 100.00%

57.1

ii

5000 85.1
39 L” 126.2 8.40 8.60 8.80 9.00
0b o halh 20741860 o 4310 75.00%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33092: Decane, 3-methyl-
57.0
5000 U L I R R LI B
29.0 85.0 8.40 8.60 8.80 9.00
m/z 71.05 63.30%
27.0
O\‘\‘\\\‘\\\‘\‘\“‘\“1\\\”’\\\\‘\‘\\\‘\\1\5\6.‘0\\\\
m/z--> 60 80 100 120 140 160
Abundance #33097: Nonane, 3,7-dimethyl-
57.0
8.40 8.60 8.80 9.00
5000 ITI/Z 41.10 51.04%
29.0 85.0
‘ 127.0 156.0
obbetlh b (1560
m/z--> 20 40 60 80 100 120 140 160
Abundance #45498: Undecane, 3-methyl- R ARAREARE RS EA R
57.0 8.40 8.60 8.80 9.00

m/z 85.10  44.26%

5000
29.0

[e2]
(4]
o

m/z--> 20 60 80 100 120 140 160 8.40 8.60 8.80 9.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 20 Benzene, (1-methylpropyl)- Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
8.706 4.33 ng/ul 128721 1,4-Dichlorobenzene-d4 7.907

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 91
2 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 90
3 Benzene, 1-methyl-4-propyl- 134 C1eH14 001074-55-1 90
4 Benzene, 1l-methyl-4-propyl- 134 C10H14 001074-55-1 90
5 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 86
Abundance Scan 956 (8.706 min): BG062750.D\data.ms (-953) (-) m/z 105.10 100.00%
105.1
5000 AA
134.1 \\‘\\\\’\\\\‘\\\\’\\\\‘
77.0 8.40 8.60 8.80 9.00
57.1
39.1
Ol b L 1820 s 134 05 25.55%
miz-> 20 40 60 80 100 120 140
Abundance #17047: Benzene, (lrnetthropyD
105.
5000 \\‘\\\\’\\\\‘\\\\’\\/\\\‘
8.40 8.60 8.80 9.00
134.0 m/z 77.00 11.02%

77.0 '
220 S
O\\\\‘\‘\‘\\‘\\\\‘\\\\‘\\\\“\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #17054: Benzene, 1-methyl-4-propyl-
105.0

8.40 8.60 8.80 9.00

5000 ITI z 91.10 10.92%
134.0
270 510 77.0
) S Y VIR AR N VUM RS
m/z--> 20 40 60 80 100 120 140
Abundance #17055: Benzene, 1-methyl-4-propyl-
105.0 8.40 8.60 8.80 9.00

m/z 106.00 9.00%

5000
134.0
390 77.0
o 390 570 "0

SRSESESSNIMS MU X S A P N SMEU NESS AL A b

m/z--> 20 40 60 80 100 120 140 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 21 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 44

R.T. EstConc Area Relative to ISTD R.T.
8.859 3.54 ng/ul 105247 1,4-Dichlorobenzene-d4 7.907
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 94
4 o-Cymene 134 C10H14 000527-84-4 93
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 93
Abundance Scan 982 (8.859 min): BG062750.D\data.ms (-977) (-) m/z 119.10 100.00%
119.1
5000 /\A /\/\
91.0 Am‘w‘u‘_‘u‘u‘w‘u
39.1  65.1 ‘ ‘ 1351 8.60 8.80 9.00 9.20
ol “‘ bt AT gz 134,05 34.36%
40 6

m/z--> 0 20 0 80 100 120 140
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0 /\/\

5000 et e A
8.60 8.80 9.00 9.20
91.0

m/z 91.05  20.26%
i

39.0 65.0 ‘
00— T \1\5\.0‘ e “‘ T \“1‘ T “M‘ T i‘H‘ T "h\“\ T M T -:L\ ??\ 1
miz--> 0 20 40 60 80 100 120 140
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0

8.60 8.80 9.00 9.20

5000 ITI/Z 105.05 16.06%
15.0 39.0 65.0 91.0 135.0
0 “H‘\““H“‘\H\M\"\‘\H“‘H‘H’\“H\wH‘w“”
miz--> 0 20 40 60 80 100 120 140 /\
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl- R ARRARR RS LR
119.0 8.60 8.80 9.00 9.20

m/z 77.10 12.12%

5000
91.0
15.0 39.0 550 ‘ ‘ 1JS.O

m/z--> 0 20 40 60 80 100 120 140 8.60 8.80 9.00 9.20
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Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
BG062750.D
: 12 Sep 2024 ©00:53
JU/RC
. P3877-07DL 10X

: 58 Sample Multiplier: 1

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924 .MA.M

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 o-Cymene

Concentration Rank 37

R.T. EstConc Area Relative to ISTD R.T.
8.906 4.11 ng/ul 122149 1,4-Dichlorobenzene-d4 7.907
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 94
2 o-Cymene 134 C10H14 000527-84-4 94
3 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1leH14 000874-41-9 94
4 Benzene, 1,2,4,5-tetramethyl- 134 C1loH14 000095-93-2 91
5 Benzene, 1,2,3,4-tetramethyl- 134 C1oH14 000488-23-3 91
Abundance Scan 990 (8.906 min): BG062750.D\data.ms (-985) (-) m/z 119.10 100.00%
119.1
5000 /\\ /\]\
e
411 650 91"0 ‘ 8.60 8.80 9.00 9.20
NP 1 O SRS Y P E VI I Y O 13
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16997: o-Cymene
119.0 AA
5000 L L R I I B LR
8.60 8.80 9.00 9.20
91.0 m/z 91.05 15.30%
41.0 65.0 ‘ ‘
O \\\‘\\\\“‘\\‘\\H“\‘\\\“\\\\‘w\\\l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16998: o-Cymene
119.0
8.60 8.80 9.00 9.20
5000 m/z 120.10 9.57%
91.0
0 15.0 4:\%0 650 ‘
B Ao e R e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl-
119.0 8.60 8.80 9.00 9.20
m/z 117.05 9.05%
5000
91.0
39.0 65.0 ‘ ‘
S O Y| O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 2
R.T. EstConc Area Relative to ISTD R.T.
9.135 35.39 ng/ul 1052900 1,4-Dichlorobenzene-d4 7.907

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 91
2 Undecane 156 C11H24 001120-21-4 90
3 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 83
4 Tetradecane 198 C14H30 000629-59-4 78
5 Nonane, 2-methyl- 142 C1eH22 000871-83-0 72

Abundance Scan 1029 (9.135 min): BG062750.D\data.ms (-1021) (-) m/z 57.10 100.00%

57.1
5000
85.1
‘ H 1131 156.2 8.80 9.00 9.20 9.40
ol 21321862 m/z 43.05  94.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33078: Undecane
43.0
5000 M\\\\|\\\\‘\\\\,\\\\‘
71.0 8.80 9.00 9.20 9.40
m/z 41.10 45.087%
O T T \H!“ T \“i T ‘ 1‘\\9\%‘.9\ \‘\]-‘2\?;0\‘ \]\-\5}6‘.(\)\ TT ‘ TTTT ‘ TTTT ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33081: Undecane
57.0
R ARaaS R S
8.80 9.00 9.20 9.40
5000 m/z 71.10 43,28%
290 85.0
‘ H 113.0 156.0
0 \‘\‘\\\“‘h\\“\\“u‘1\\\”‘\\1‘\‘m\‘ml,\m‘\m‘\m‘uu
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester
57.0 8.80 9.00 9.20 9.40
m/z 85.10 25.28%
5000
85.0
29.0
ol il h ‘h‘ M10 1540 1820  227¢
R o B i e R Ea e e T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62750.D

Acqg On : 12 Sep 2024 00:53

Operator JU/RC

Sample : P3877-07DL 10X

Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924 .MA.M
: SVOA CALIBRATION

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST20.L
LSCINT.P

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

Peak Number 24 unknown-©3 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
9.258 7.40 ng/ul 220119 1,4-Dichlorobenzene-d4 7.907
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,4-Dihydro-2-[1H]quinoxalinone 148 C8H8N20 059564-59-9 43
2 Benzenepropanal, .beta.-methyl- 148 C10H120 016251-77-7 38
3 o-Cymene 134 C10H14 000527-84-4 35
4 Benzenepropanal, .beta.-methyl- 148 C10H120 016251-77-7 35
5 4-Aminostyrene 119 C8HSN 001520-21-4 30

Abundance Scan 1050 (9.258 min): BG062750.D\data.ms (-1042) (-) m/z 105.10 100.00%
57.1 105.1
5000 148.1
9.00 9.20 9.40 9.60
‘H‘ ‘ e 281 ?
obL—— 1l N Ll bl L 1 S ik m/z 57.10 89.27%
miz--> 50 100 150 200 250
Abundance #26813: 3,4- D|hydr0 2-[1H]quinoxalinone
119.
5000
9.00 9.20 9.40 9.60
65.0 m/z 119.10 75.56%
28. ‘ ‘ 140.0
O T T “\ “\ ‘H HH\ H\‘ iH T “ T T M‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #26263: Benzenepropanal, .beta.-methyl-
105.0 ,AAA
A
9.00 9.20 9.40 9.60
5000 148.0 m/Z 148.05 46.41%
51.0
miz--> 50 100 150 200 250 /\A |
Abundance #16991: 0-Cymene H“Tué“uw“‘u‘WAu
119.0 9.00 9.20 9.40 9.60
m/z 69.10 43.54%
5000
390 770 ‘
ol b U L
m/z--> 50 100 150 200 250 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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-04 Concentration Rank 56
R.T. EstConc Area Relative to ISTD R.T.
9.840 2.63 ng/ul 176935 Naphthalene-d8 10.692

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Ethylthiolane, S,S-dioxide 148 C6H1202S 010178-59-3 47
2 3-Aminopiperidine-2,6-dione 128 C5H8N202 002353-44-8 43
3 1-Heptene 98 C7H14 000592-76-7 27
4 1-Heptene 98 C7H14 000592-76-7 27
5 Propanedinitrile, cyclohexyl(2-m... 244 C16H24N2 074764-55-9 22
Abundance Scan 1149 (9.840 min): BG062750.D\data.ms (-1144) (-) m/z 56.10 100.00%
56.1
83.1
5000
133.0
39T — AU
11541 9.50 10.00
) SRS - “‘ “ H;‘ il STl 484 s 5510 ge.16%
m/z--> 20 40 60 80 100 120 140
Abundance #26560: 2-Ethylthiolane, S,S-dioxide
56.0
83.0
5000 — e
9.50 10.00
m/z 83.10 70.04%
0 ]l \‘ \‘\ 121.0 148'0
\\\‘\\\\’\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140
Abundance #13808: 3-Aminopiperidine-2,6-dione
56.0
83.0 r R
9.50 10.00
5000 m/z 41.10 49, 28%
28.0
100.0
R
ot e e e e
miz--> 20 40 60 80 100 120 140
Abundance #3702: 1-Heptene “ ——
56.0 9.50 10.00
m/z 97.10 37.62%
29.0
5000
|
m/z--> 20 40 60 80 100 120 140 9.50 10.00

SFAM-EPA-BG090924.MA.M Thu Sep 12 12:48:28 2024 Page: 29



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 47
R.T. EstConc Area Relative to ISTD R.T.
9.981 3.24 ng/ul 217548 Naphthalene-d8 10.692

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 72
2 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 64
3 Carbonic acid, dodecyl prop-1-en... 270 C16H3003 1000382-90-7 59
4 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 59
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 59

Abundance Scan 1173 (9.981 min): BG062750.D\data.ms (-1165) (-) m/z 57.10 100.00%
57.1

%

5000
112 1 10.00
148 0
0 170.2 2069 m/z 43.10 49.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59087: Decane, 2,6,8-trimethyl-
57.0
5000 T
10.00
m/z 71.10 37.61%
85.0
. “ | ) 577 1180 1550 1840
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90206: Dodecane, 2,6,10-trimethyl-
57.0
——
10.00
5000 m/z 41.10 33.71%

29.0
\‘ H l ‘ 11? 0 | 155.0 183.0206.0

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

Abundance #160996: Carbonic acid, dodecyl prop-1-en-2-yl ester
57.0 10.00

m/z 56.10 16.13%

o

[ee]
a1
o

5000

85.0
29 0 h |10 1400 168.0 213.0

m/z--> 20 40 60 80 100 120 140 160 180 200 10.00

;

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 64
R.T. EstConc Area Relative to ISTD R.T.
10.128 2.44 ng/ul 164307 Naphthalene-d8 10.692
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 64
2 Hexadecane 226 C1l6H34 000544-76-3 62
3 Nonadecane 268 C19H40 000629-92-5 59
4 Nonane, 5-butyl- 184 C13H28 017312-63-9 59
5 Heptadecane 240 C17H36 000629-78-7 53
Abundance Scan 1198 (10.128 min): BG062750.D\data.ms (-1189) (- | m/z 43.10 100.00%
43.1
o T N\MM
— —
“ h ‘ 99.1 1060 10.00 10.50
Ot e ol s e M/z 57.05  86.93%
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #107217: Hexadecane
57.0
5000 _—_ —
85.0 10.00 10.50
29.0 m/z 71.10  46.87%
DLl om0 a0
\’\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #107218: Hexadecane
57.0
—— —
10.00 10.50
5000 m/z 41.10 45.70%
85.0
29.0
0 \ ‘ | ) 113.0141.0169.0197.0 226.0
e e e e e e T e e e
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #158598: Nonadecane T —
57.0 10.00 10.50
m/z 85.15 33.04%
85.0
5000
29.0
R o EL Y SO L AW LA CARVA
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 30 unknown-©5 Concentration Rank 57
R.T. EstConc Area Relative to ISTD R.T.
10.187 2.63 ng/ul 176609 Naphthalene-d8 10.692
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxetane, 2,3,4-trimethyl-, (2.al... 100 C6H120 032347-12-9 45
2 Cyclobutane, 1,2,3,4-tetramethyl- 112 C8H16 069531-57-3 40
3 1,3-Pentanediol, 2,2,4-trimethyl- 146 C8H1802 000144-19-4 38
4 2,4-Pentanediol, 3-methyl- 118 C6H1402 005683-44-3 38
5 Cyclopentanamine 85 C5H11IN 001003-03-8 36
Abundance Scan 1208 (10.187 min): BG062750.D\data.ms (-1201) (1 m/z 56.10 100.00%
56.1
- WMU
‘ 10,00 10.50
97.0 1331 : :
ol 384 ) 741 9T TP 1668 o 516 31.59%
m/z--> 20 40 60 80 100 120 140 160
Abundance #4458: Oxetane, 2,3,4-trimethyl-, (2.alpha.,3.alpha.,4.bet
56.0
5000 — ——
10.00 10.50
29.0 m/z 41.10 22.57%
O \\‘\‘\H‘\\M“‘\‘\\‘H‘\\‘\\‘\\\J-\()‘C).\q\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #7680: Cyclobutane, 1,2,3,4-tetramethyl-
56.0
— —
10.00 10.50
5000 m/z 57.10 13.33%
27.0
b dial B0 w20
m/z--> 20 40 60 80 100 120 140 160
Abundance #25578: 1,3-Pentanediol, 2,2,4-trimethyl- e R
56.0 10.00 10.50
m/z 43.10 13.16%
5000
29.0 85.0 103.0
o LT e Sfoane i
m/z--> 20 40 60 80 100 120 140 160 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 2,4-Dipropyl-5-ethyl-1,3-di... Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
10.386 3.19 ng/ul 214396 Naphthalene-d8 10.692
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 50
2 Oxirane, 2,3-bis(1-methylethyl)-... 128 C8H160 054644-32-5 47
3 1-Heptene, 2-methyl- 112 C8H16 015870-10-7 35
4 1,3-Pentanediol, 2,2,4-trimethyl- 146 C8H1802 000144-19-4 33
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 25
Abundance Scan 1242 (10.386 min): BG062750.D\data.ms (-1237) (1 m/z 56.10 100.00%
56.1
5000
111.2
— —
85.0 ‘ 145.1 1991 10.00 10.50
O bbbt L BOTL SRS sz 69.10 48.94%
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 — —
10.00 10.50
29.0 111.0 m/z 41.10 37.13%
145.0
85.0
0 T \“\‘\\\“\\f\‘\1‘\\[\‘\\\“1\7!(\).9\\]\_9\?.\()\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14501: Oxirane, 2,3-bis(1-methylethyl)-, trans-
56.0
— —
10.00 10.50
5000 m/z 55.10 36.50%
0 Myl \“‘ 95.0 | 1280
e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7553: 1-Heptene, 2-methyl- — —
56.0 10.00 10.50
m/z 57.10  35.23%
5000
29.0
‘ ‘ ‘ 84.0 112.0
O‘H“ﬂ‘mﬂ‘u"ﬁ“ﬁ“_‘AW‘H“H“_“W‘H“H i =D
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 32 unknown-06 Concentration Rank 52
R.T. EstConc Area Relative to ISTD R.T.
10.569 3.11 ng/ul 208998 Naphthalene-d8 10.692
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Dimethyl-2,4-pentanediol 132 C7H1602 024892-49-7 43
2 2,7-Dimethyl-2,7-octanediol 174 C10H2202 019781-07-8 40
3 3-Pentanol, 2-methyl- 102 C6H140 000565-67-3 38
4 6-Nitrohexan-2-ol 147 C6H13NO3 062224-53-7 38
5 Tetraglyme 222 C1eH2205 000143-24-8 35
Abundance Scan 1273 (10.569 min): BG062750.D\data.ms (-1266) (- | m/z 59.10 100.00%
59.1
5000 p
M‘Ju 12?0 167.9 334. 10.50
ob—— ”WWW‘MWMMWw‘H‘ R B e e e S i m/z 43.10 74.03%
miz--> 50 100 150 200 250 300
Abundance #16553: 2,4-Dimethyl-2,4-pentanediol
59.0
5000 e :
10.50
99.0 m/z 56.10 45.16%
15.0
O\\H\“\“H‘H\\\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #48849: 2,7-Dimethyl-2,7-octanediol
59.0
T \
10.50
5000 m/z 57.10 40.34%
123.0
N Y S
m/iz--> 50 100 150 200 250 300
Abundance #5026: 3-Pentanol, 2-methyl- =
59.0 10.50
m/z 41.10 31.96%
B M/\MJ\\/W
oLl 1010 v,
m/z--> 50 100 150 200 250 300 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 1,3-Hexanediol, 2-ethyl- (i... Concentration Rank 49
R.T. EstConc Area Relative to ISTD R.T.
10.986 3.20 ng/ul 215399 Naphthalene-d8 10.692
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Hexanediol, 2-ethyl- (isomer 2) 146 C8H1802 1000484-18-1 78
2 1,3-Hexanediol, 2-ethyl- 146 C8H1802 000094-96-2 64
3 Oxirane, 2,3-bis(1-methylethyl)-... 128 C8H160 054644-32-5 59
4 1,3-Hexanediol, 2-ethyl- (isomer 1) 146 C8H1802 1000484-18-2 56
5 1,3-Pentanediol, 2,2,4-trimethyl- 146 C8H1802 000144-19-4 50
Abundance Scan 1344 (10.986 min): BG062750.D\data.ms (-1337) (- | m/z 56.10 100.00%
56.1
85.0 LAl
103.1 11.00
145.1
0 bl ‘w“ k4261790 1660 s 5510 65.54%
m/z--> 20 40 60 80 100 120 140 160
Abundance #25582: 1,3-Hexanediol, 2-ethyl- (isomer 2)
56.0
5000 T
11.00
m/z 43.10 51.20%
29.0 85.0 103.0
0\\\‘\“\“\\“‘}‘\\"\‘\“‘1\‘\‘\\\“‘\\\\‘]_\2\8.\()\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #25552: 1,3-Hexanediol, 2-ethyl-
56.0
=
11.00
5000 m/z 41.10 41.62%
29.0 ‘ ‘ g5.0 103.0
A R B
m/z--> 20 40 60 80 100 120 140 160
Abundance #14501: Oxirane, 2,3-bis(1-methylethyl)-, trans- —
56.0 11.00
m/z 73.10 28.92%
5000
L e AL A o ‘ e
m/z--> 20 40 60 80 100 120 140 160 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 unknown-07 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.074 7.09 ng/ul 476408 Naphthalene-d8 10.692
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexylamine 99 C6H13N 000108-91-8 46
2 Cyclobutane, 1,2,3,4-tetramethyl- 112 C8H16 069531-57-3 43
3 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 40
4 2-Methyl-1-nonene 140 C10H20 002980-71-4 37
5 Oxirane, 2,3-bis(1-methylethyl)-... 128 C8H160 054644-32-5 33
Abundance Scan 1359 (11.074 min): BG062750.D\data.ms (-1353) (- | m/z 56.10 100.00%
56.1
w JL
111.1 ifod
145.1 :
85.1
o“w“u‘wmu‘_uMww‘ww‘H“m“_h‘m“u“fg%%“ m/z 71.1@ 32.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3964: Cyclohexylamine
56.0
5000 SASE :
11.00
m/z 55.10 32.05%
8.0 99.0
0\\\\‘\‘M\\“H\\\H“\\‘\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7680: Cyclobutane, 1,2,3,4-tetramethyl-
56.0
T \
11.00
5000 m/z 69.10 31.45%
27.0
0 880 1120
e o R BARSRREEES L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #75788: 2,4-Dipropyl-5-ethyl-1,3-dioxane — ‘
56.0 11.00
m/z 57.10 29.81%
5000
29.0 111.0
145.0
0 %80T g 1980 2\
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 (DEL) Alkane: Straight-Chai... Concentration Rank 66
R.T. EstConc Area Relative to ISTD R.T.
11.197 2.18 ng/ul 146321 Naphthalene-d8 10.692
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 47
2 Heptane, 5-ethyl-2-methyl- 142 C10H22 013475-78-0 43
3 Decane, 4-methyl- 156 C11H24 002847-72-5 43
4 Propanal, 2-propenylhydrazone 112 C6H12N2 019031-78-8 43
5 1-Hexene, 3,4,5-trimethyl- 126 C9H18 056728-10-0 38

Abundance Scan 1380 (11.197 min): BG062750.D\data.ms (-1373) (- | m/z 43.10 100.00%

43.1
71.1
5000

1121 LN
11.00 11.50

bl Sl 1LY 35D 71 10 61.99%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33089: Decane, 4-methyl-
43.0
71.0
5000 . L
11.00 11.50

m/z 57.10  39.17%

112.0
0 | \‘\ \“\ \\91‘0 1560
\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #22126: Heptane, 5-ethyl-2-methyl-
43.0
71.0
R e
11.00 11.50
5000 m/z 70.10 28.65%
‘L 113.0
ol b
m/z--> 20 40 60 80 100 120 140 160
Abundance #33082: Decane, 4-methyl- 7 —
43.0 71.0 11.00 11.50

m/z 41.10 25.63%

5000
112.0
15.0 h WL \ 156.0

ol 2 e e e e e T — —r
miz--> 20 40 60 80 100 120 140 160 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 unknown-08 Concentration Rank 61
R.T. EstConc Area Relative to ISTD R.T.
11.614 2.53 ng/ul 169813  Naphthalene-d8 10.692
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 43
2 Undecane, 3-methyl- 170 C12H26 001002-43-3 38
3 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 38
4 Sulfurous acid, 2-propyl undecyl... 278 C14H3003S 1000309-12-2 38
5 Octacosane 394 C28H58 000630-02-4 38

Abundance Scan 1451 (11.614 min): BG062750.D\data.ms (-1442) (- m/z 43.10 100.00%

43.1
5000 71.1
131.0
— —
H 99.1 169.2 11.50 12.00
O brrrprrr i m/z 57.10 99.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #228590: Tetradecane, 1-iodo-
57.0
5000 29.0 5_1‘56 ‘12‘00‘
' 85.0 : S
m/z 41.10 46.25%
‘ | ‘ 1130 155.0
0 H\‘\H\M\M“\‘M\‘\‘H\"\H‘\’\‘H\"H\‘\‘HH‘HH‘.HH‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45498: Undecane, 3-methyl-
57.0
—— —
11.50 12.00
5000 ITI/Z 71.10 43.45%
85.0
29.0
0 120 WO 100
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #206617: Sulfurous acid, butyl dodecyl ester P =
57.0 11.50 12.00
m/z 85.10 35.76%
5000
85.0
29.0‘ ‘
113.0
0\\\‘\‘\‘\H“\\\!“w“;\“‘M\\H,\\‘\‘\,m:l'\s\%(\)u]‘-fsﬁ.\()‘\\\\‘\\2\\2‘1\'\0\\‘ 1 T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.50 12.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

12

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
BG062750.D

Sep 2024 ©00:53

JU/RC
. P3877-07DL 10X

: 58

hod
le

ry

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924 .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 37 (DEL) Alkane: Straight-Chai... Concentration Rank 42

R.T. EstConc Area Relative to ISTD R.T.
11.720 3.60 ng/ul 241897 Naphthalene-d8 10.692
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 58
2 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 53
3 Sulfurous acid, 2-ethylhexyl hex... 418 C24H5003S 1000309-19-9 53
4 Octane, 2,3,7-trimethyl- 156 C1l1H24 062016-34-6 53
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 50

Abundance Scan 1469 (11.720 min): BG062750.D\data.ms (-1464) (- | m/z 57.10 100.00%

57.1
5000
99.1
—

11.50 12.00
127.2

Ob el ol 3202 1521 m/z 43.10  96.23%

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

Abundance #22104: Octane, 2,6-dimethyl-

57.0
5000 kL Ans

11.50 12.00

m/z 71.10 86.84%

113.0
27.0 85.0
\‘\‘\‘\\“‘\\\M‘\\h}\‘\\\\’\\1\‘\\}ﬁ%\q\’\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22108: Octane, 3,6-dimethyl-
57.0
—Y

11.50 12.00
5000 m/z 41.10 43.54%

113.0
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #312401: Sulfurous acid, 2-ethylhexyl hexadecyl ester — ——
57.0 11.50 12.00

m/z 99.10  28.42%

5000
g5 o 1130 j\ﬂ
290
0 L 1410 1690 2250 A b

m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.50 12.00

o

o

é
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 Benzene, 1,2,4-trimethyl-5-... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
11.791 5.36 ng/ul 360681 Naphthalene-d8 10.692
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4-trimethyl-5-(1-me... 160 C12H16 054340-84-0 95
2 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 94
3 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 94
4 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 94
5 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 94
Abundance Scan 1481 (11.791 min): BG062750.D\data.ms (-1474) (- m/z 145.00 100.00%
145.0
115.1
51.1 77- o Cl M\ | p50.C 1150 12. oo
oH‘,HH‘mwm_m"mHu‘“w‘w”mwH_Mww: m/z 160.10  57.43%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #36294: Benzene, 1,2,4-trimethyl-5-(1-methylethenyl)-
160.0
5000
28.0 1150 12. oo
130.0 m/z 130.00 4%
910‘
O H\’H‘H“‘w\“\‘\‘m\H‘H\\‘h\\\ml\“HM‘H\HHH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #36300: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)-
145.0
11.50 12. 00
5000 m/z 128.00 .57%
115.0
00 70 ]
0“w‘uﬂuﬂhm‘ﬂwm‘WH‘M‘H‘MLHﬂHH,H‘W‘H‘_‘H‘H‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #36276: Benzene, 4-(2-butenyl)-1,2-dimethyl-, (E)- afimypon ; ”\MW”
145.0 11.50 12.00
m/z 129.00 17.38%
5000
91.0
0 H‘,HH“M“Jﬁ"?nw‘“mmw”hmm‘m“wwwm‘w‘w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.120 7.71 ng/ul 518697 Naphthalene-d8 10.692
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Tridecane 184 C13H28 000629-50-5 93
3 Dodecane 170 C12H26 000112-40-3 90
4 Tetradecane 198 C14H30 000629-59-4 90
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 1537 (12.120 min): BG062750.D\data.ms (-1528) (- | m/z 57.10 100.00%
57.1
- JJ,JW
= =
1 1121 1841 ‘ 12.00 12.50
of Al 8L A%z 43,10 84.75%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #59029: Tridecane
57.0
5000 s i
12.00 12.50
m/z 71.10 48.81%
\\ } || 1130 1840
O\\\‘\‘1‘!‘!1\‘%\‘\‘\\“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #59025: Tridecane
57.0
e =y
12.00 12.50
5000 m/z 41.10 43.12%
e s
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #45478: Dodecane T —
57.0 12.00 12.50
m/z 85.05 30.92%
5000
| [ 112.0 170.0
T T -
m/z--> 0 50 100 150 200 250 300 350 400 450 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 55
R.T. EstConc Area Relative to ISTD R.T.
13.072 2.69 ng/ul 163667  Acenaphthene-di10 14.529
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2-methyl- 128 C9H20 003221-61-2 74
2 Bacchotricuneatin ¢ 342 C20H2205 066563-30-2 59
3 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 59
4 Nonane, 3-methyl- 142 C10H22 005911-04-6 53
5 Sulfurous acid, 2-ethylhexyl pen... 264 C13H2803S 1000309-18-9 50
Abundance Scan 1699 (13.071 min): BG062750.D\data.ms (-1695) (- | m/z 57.10 100.00%
57.1
T 1
F?.l 133.1 13.00
ol b dd 83, tort m/z 71.10  71.74%
miz-> 50 100 150 200 250 300
Abundance #14534: Octane, 2-methyl-
43.0
85.0
5000 e :
13.00
m/z 43.10 54.38%
| Fzs.o
O\M\“‘\“\‘\“\‘\‘\\’\\\\‘\\\\’\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #250928: Bacchotricuneatin ¢
10 1120
T 7
13.00
5000 m/z 41.10 38.53%
o I, 1M 250 342,
— e
miz--> 50 100 150 200 250 300
Abundance #59103: Decane, 6-ethyl-2-methyl- —— ‘
57.0 13.00
m/z 85.10 33.92%
5000
‘ }98.0 141.0
o‘wm“‘lw\‘HJ,HH_H‘,HH_‘H L
m/z--> 50 100 150 200 250 300 13.00

SFAM-EPA-BG090924.MA.M Thu Sep 12 12:48:43 2024 Page: 42



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.359 9.26 ng/ul 564132  Acenaphthene-d10 14.529
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Hexadecane 226 C16H34 000544-76-3 87
3 Undecane 156 C1l1H24 001120-21-4 80
4 Tridecane, 2-methyl- 198 C14H30 001560-96-9 72
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 64
Abundance Scan 1748 (13.359 min): BG062750.D\data.ms (-1742) (- | m/z 57.10 100.00%
57.1
5000
85.0
— e
13.00 13.50
113.1 154.1
0 m_uw‘Hu”“u‘w‘H‘_m_HWm‘w_‘l??‘lm_m m/z 43.10 80.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74004: Tetradecane
57.0
5000 - S
850 13.00 13.50
20.0 m/z 71.10 54.98%
11
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
— =
13.00 13.50
5000 m/z 41.10 40.95%
85.0
29.0
0 ‘\ ‘L‘ [ M‘ 113.0 141.0 169.0 197.0 226.0
e e e e e e e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33081: Undecane “ —
57.0 13.00 13.50
m/z 85.05 35.24%
5000
290 85.0
ol a0 1560
H"H‘w“H‘H“_‘H“H‘_“W‘H“H‘w“u‘u“_‘u P ]
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_G\Data\BG091024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 43 Naphthalene, 1,6-dimethyl- Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
13.712 5.06 ng/ul 308107  Acenaphthene-d10 14.529
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 95
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 94
4 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 93
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 93

Abundance Scan 1808 (13.712 min): BG062750.D\data.ms (-1799) (- | m/z 156.10 100.00%
156.1

5000

13.50 14.00
0+ m/z 141.00 60.56%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0

5000 - Al
13.50 14.00
115.0 ITI/Z 155.10 35.95%
s70 510 770 ‘ | M
0 H‘\”H‘H‘m‘ﬁh“$\””‘ﬁ““wm‘wm‘ SR S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33134: Naphthalene, 1,7-dimethyl-
156.0 /J\*V\/
A*\ * 0
13.50 14.00
5000 m/z 115.05 19.57%
270 510 710 11T'0
0 *H\*”*W*”MWM”“NM“**N**“\w“*u*wm\*w*\**ww‘**
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33153: Naphthalene, 2,6-dimethyl- b e
156.0 13.50 14.00
m/z 157.10 18.61%
5000
77.0 115.0
ol 2T0 S0 e Mﬂm

m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 44 Naphthalene, 2,7-dimethyl- Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
13.853 5.08 ng/ul 309625  Acenaphthene-d10 14.529
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
Abundance Scan 1832 (13.853 min): BG062750.D\data.ms (-1825) (- | m/z 156.05 100.00%
156.1
5000 M
115.1 ‘I\H e
77.1 13.50 14.00
39.0 ‘
Obrrrprosrrbt el u‘!h A ww‘,u L9038 2665 /7 141.05  89.53%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #33145: Naphthalene, 2,7-dimethyl-
156.0
5000 - A
13.50 14.00
770 m/z 155.10  32.74%
) 115.0
O \\\’\\3\\9“.9‘\\“1H‘H“HH‘HH‘\‘l‘\\‘i‘\\‘w’\\\\‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200 220240260
Abundance #33149: Naphthalene, 2,3-dimethyl-
156.0 /j\w\
L n LI W
13.50 14.00
5000 m/z 115.10 21.61%
115.0
R Y B RPN O 1 1| E———
m/z--> 20 40 60 80 100120140160180200 220240260
Abundance #33132: Naphthalene, 2,6-dimethyl- — ——
156.0 13.50 14.00
m/z 128.00  17.27%
5000
77.0 115.0
39.0
0! . . e
m/z--> 20 40 60 80 100120140160180200 220240260 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 41
R.T. EstConc Area Relative to ISTD R.T.
14.017 3.78 ng/ul 230158 Acenaphthene-di10 14.529
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tritetracontane 605 C43H88 007098-21-7 86
2 Tetratetracontane 619 C44H90 007098-22-8 86
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
4 Tridecane, 6-propyl- 226 C1l6H34 055045-10-8 72
5 Heptadecane 240 C17H36 000629-78-7 72
Abundance Scan 1860 (14.017 min): BG062750.D\data.ms (-1852) (- | m/z 57.10 100.00%
57.1
- .“JJ
T \
159.0 14.00
oMb L e m/z 43,10 90.57%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346740: Tritetracontane
57.0
5000 A :
14.00
m/z 71.10 83.46%
0 ‘ J‘ J\ ,H [~197.0 267.0 337.0 463.0 533.0 604.0
H‘HH‘HH‘\THWT\H HH‘1\H[H\\‘\FH‘HH‘HH‘HH‘H\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347240: Tetratetracontane
57.0
T \
14.00
5000 m/z 41.10 41.66%
0 ‘ ‘ | 12701970 267.0337.0 4630 5610
A A e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #228592: Tetradecane, 1-iodo- —
57.0 14.00
m/z 85.10 40.81%
155.0
(S8 ¥ F I A - N — VAN
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924 .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 46 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.435 14.47 ng/ul 881643  Acenaphthene-di10 14.529
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 90
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 90
3 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 90
4 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 90
5 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 86
Abundance Scan 1931 (14.435 min): BG062750.D\data.ms (-1926) (- | m/z 57.10 100.00%
57.1
85.1 L
113.1 14.50
o"mwMH,‘“‘m‘l“m\HUWHl‘f“l“z“l‘??ﬁ”“,2}‘2“2‘”?‘”:9“ m/z 43.10  64.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74024: Dodecane, 4,6-dimethyl-
57.0
5000 T
14.50
85.0 o
m/z 71.05 63.74%
29.0 1130 /
LA b
0\‘\\\\‘1\\\’\\\\‘\\1\‘\\\\‘1\\\‘\\1\‘\1\\‘1\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
=
14.50
5000 m/z 41.10 35.86%
29.0 85.0
O e D M4L0_ 1830
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74023: Dodecane, 4,6-dimethyl- —
57.0 14.50
m/z 85.10 22.11%
5000
29.0 85.0
Oyt b 1550 1830 .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 47 (DEL) Alkane: Cyclicl14.617 Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
14.617 4.25 ng/ul 258694  Acenaphthene-di10 14.529
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dimethyl-5-isobutylcyclohexane 168 C12H24 013131-76-5 53
2 Cyclohexane, 1,4-dimethyl-2-(2-m... 168 C12H24 054411-17-5 43
3 Cyclooctane, (1-methylpropyl)- 168 C12H24 016538-89-9 35
4 Cyclooctane, ethyl- 140 C10H20 013152-02-8 35
5 Benzene, 1-chloro-3-nitro- 157 C6H4CINO2 000121-73-3 25
Abundance Scan 1962 (14.617 min): BG062750.D\data.ms (-1957) (- | m/z 69.10 100.00%
69.1
5000 157.1 WM\J%
— —
14.50 15.00
255.0 :
0 W L 20 e m/z 111.10  93.29%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #43597: 1,3-Dimethyl-5-isobutylcyclohexane
69.0
5000 e i
14.50 15.00
m/z 56.10 85.39%
1L o
O\\\‘\\\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #43614: Cyclohexane, 1,4-dimethyl-2-(2-methylpropyl)-,
111.0
— —
55.( 14.50 15.00
5000 m/z 57.10 81.64%
‘ h 168.0
o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #43578: Cyclooctane, (1-methylpropyl)- — T
69.0 14.50 15.00
m/z 55.10 60.44%
h r«NFJXRMRJKMﬂVA\»A/k
L I — R
m/z--> 50 100 150 200 250 300 350 400 450 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 unknown-09 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.676 6.11 ng/ul 372463  Acenaphthene-d10 14.529
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,2,3,4,5,6,7,8-0ctahydro-1-meth... 200 C15H20 1000080-19-4 49
2 1H-Pyrazole, 5-(t-butyl)-3-phenyl- 200 C13H16N2 1000261-34-8 49
3 Ethanone, 1-(6-methoxy-1-naphtha... 200 C13H1202 058149-89-6 47
4 4-Chlorothieno[2,3-b]pyridine-N-... 185 C7H4CINOS 025557-54-4 38
5 Phenol, 4-(phenylamino)- 185 C12H11NO 000122-37-2 35
Abundance Scan 1972 (14.675 min): BG062750.D\data.ms (-1967) (- | m/z 185.10 100.00%
185.1
5000
155.1 —_— —-
128.1 14.50 15.00
1 77.1 N‘Jﬂ
O 1050 “m“”_“”um m/z 170.10  66.95%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #76099: 1,2,3,4,5,6,7,8-Octahydro-1-methylphenanthrene
185.0
5000 by W
14.50 15.00
143.0 m/z 200.10  31.32%
77.0 115.0
0 H\‘HH‘\Hi“.‘HH‘\H‘H\‘““H‘ H\h“\‘l‘\“\“\‘M“‘H\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #75975: 1H-Pyrazole, 5-(t-butyl)-3-phenyl-
185.0 ‘R
14.50 15.00
5000 m/z 155.10 19.37%
41.0 77.0
H | loao 128.0 155‘3'0
0 H‘M‘MWVWHHW‘NMHﬂuhuﬂw‘w“uﬂw‘u“‘u‘ﬂ‘u
m/z--> 40 60 80 100 120 140 160 180 200
Abundance  #75947: Ethanone, 1-(6-methoxy-1-naphthalenyl)- VA o —
185.0 14.50 15.00
m/z 186.10 17.00%
5000
1140 142.0
w00 wo ||
I .y
m/z--> 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 49 (DEL) Alkane: Cyclic14.834 Concentration Rank 60
R.T. EstConc Area Relative to ISTD R.T.
14.834 2.54 ng/ul 154600  Acenaphthene-di10 14.529
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 27
2 1-Methyl-3-iso-propyl-2,4,5-trio... 176 C7H1@N203 067867-38-3 27
3 Decanoic acid, 2-methylbutyl ester 242 C15H3002 068067-33-4 27
4 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 22
5 4-(Prop-2-enoyloxy)octane 184 C11H2002 042928-87-0 22
Abundance Scan 1999 (14.834 min): BG062750.D\data.ms (-1993) (- | m/z 55.10 100.00%
55.1
. M
— —
14.50 15.00
0 m/z 70.05 91.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #7703: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,
70.0
41.0
5000 — i
14.50 15.00
112.0 m/z 41.10 59.56%
O\\\\‘\\\\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45742: 1-Methyl-3-iso-propyl-2,4,5-trioxoimidazolidine
70.0
— —
14.50 15.00
5000 1290 1700 m/z 57.10 57.85%
43.0
100.0
oWW‘UHU‘Mwmw‘_mwmwwH,w_m,u
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #126245: Decanoic acid, 2-methylbutyl ester = —4
70.0 14.50 15.00
m/z 56.10 55.13%
5000 155.0
43.0
129.0
e 40880 P20 as502120 2apc ALl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 50 Naphthalene, 1,6,7-trimethyl- Concentration Rank 59

R.T. EstConc Area Relative to ISTD R.T.
14.934 2.57 ng/ul 156743  Acenaphthene-di10 14.529
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 90
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 90
3 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 83
4 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 83
5 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 60

Abundance Scan 2016 (14.934 min): BG062750.D\data.ms (-2012) ( | m/z 170.10 100.00%
170.1
57.1
5000
15.00
0 2021 ' 'm/z 155.05 71.50%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #45536: Naphthalene, 1,6,7-trimethyl-
170.0
5000 R
15.00
m/z 57.10 65.02%
128.0
51.0 76.0
0+ \“ T \‘\ T “H \”\”U‘HU\ \1\0‘2\\0\ ‘\ T \‘\“\ \“;‘l\s\‘ T \“\M\ L L
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #45540: Naphthalene, 2,3,6-trimethyl-
170.0
4
15.00
5000 m/z 43.10 58.77%
128.0
0370 630 17 1060 " aso |
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #45535: Naphthalene, 1,6,7-trimethyl- —T
155.0 15.00
m/z 71.10 44 .68%
5000
115.0
ol 510 780 ol anh
m/z--> 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 unknown-10 Concentration Rank 58
R.T. EstConc Area Relative to ISTD R.T.
15.057 2.61 ng/ul 158973  Acenaphthene-di10 14.529
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 1-bromo- 332 C18H37Br 000112-89-0 49
2 Tritetracontane 605 C43H88 007098-21-7 45
3 Tetratetracontane 619 C44H90 007098-22-8 45
4 1-Bromodocosane 388 C22H45Br 006938-66-5 45
5 Tetratetracontane 619 C44H99 007098-22-8 45
Abundance Scan 2037 (15.057 min): BG062750.D\data.ms (-2033) (- | m/z 57.10 100.00%
57.1
- M/mjt
176.1 IR
ol kbbb b m/z 43.10  73.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #239149: Octadecane, 1-bromo-
57.0
5000 =
135.0 15.00
m/z 71.10 73.06%
o UL 2530 3320
‘\\\![\!Fq\\\'Y‘HII’W\H}H!!‘\\\\‘\H\‘\H\‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346740: Tritetracontane
57.0
T \
15.00
5000 m/z 55.10 58.05%
o] J J 127.0197.0267.0337.0  463.0533.0 604.0
et - A e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane T ‘
57.0 15.00
m/z 83.10 57.59%
ol | 1 || £27:0197.0267.0337.0407.0 491.0562.0
e A e e e e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 4'-(1-Pyrroyl)acetophenone Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.292 9.10 ng/ul 554287  Acenaphthene-d10 14.529
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4'-(1-Pyrroyl)acetophenone 185 C12H11NO 022106-37-2 58
2 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 55
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 50
4 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 45
5 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 45
Abundance Scan 2077 (15.292 min): BG062750.D\data.ms (-2072) (- | m/z 185.05 100.00%
185.1
5000 Aj\
155.1 — : ‘
15.00 15. 50
571 911
om_"‘,mw_Ww,umww “MHH“““““‘2‘2‘2‘12‘“ m/z 170.10  87.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59924: 4'-(1-Pyrroyl)acetophenone
185.0
5000 142.0 M
15. OO 15 50
115.0 m/z 200.10 %
57.0 85.0
O \\\‘2\8\\()\"‘1\‘\\“‘\\H\i‘\‘\‘1\’1\\1‘\\\\“\\\\‘\\‘\\‘\‘\\\‘\\\\‘\\H‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45541: Naphthalene, 1,4,6-trimethyl-
170.0
15.00 15. 50
5000 m/z 155.10 %
0 510 840 1280 , |
SRS S0 NI NI i b | P
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45539: Naphthalene, 2,3,6-trimethyl-
170.0 15 00 15 50
m/z 186.10 4.63%
5000
b 10850 T L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15 00 15 50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG091024\

Data File : BG@62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924 .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 54 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.386 11.04 ng/ul 672368  Acenaphthene-di10 14.529
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 97
2 Hexadecane 226 C1l6H34 000544-76-3 94
3 Hexadecane 226 C16H34 000544-76-3 94
4 Tetradecane 198 C14H30 000629-59-4 90
5 Tetradecane 198 C14H30 000629-59-4 90
Abundance Scan 2093 (15.386 min): BG062750.D\data.ms (-2085) (- | m/z 57.10 100.00%
57.1
- VbeJ\N/~JAfwaAJK]\v
1506 iQSd
113.1 | ! .
o_m‘MJwﬁw‘1,‘?‘?:1‘%2?12_m,uH_MW,HH??%-‘ m/z 43.10  76.82%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107217: Hexadecane
57.0
5000 — —
15.00 15.50
m/z 71.10 57.42%
0 \“ ‘ | 113-0169.0226.0
‘\\1‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107219: Hexadecane
57.0
— —
15.00 15.50
5000 m/z 85.10 37.70%
113.0
LT 1902260
(o] MR F I B o RS
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107218: Hexadecane T .
57.0 15.00 15.50
m/z 41.10 37.49%
h VVJ\Am,/VAANVvMNJKJ
0 | ‘ |4 .‘19?'-0169.0226.0
e P e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924 .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 55 (DEL) Alkane: Straight-Chai... Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
15.792 5.82 ng/ul 354482  Acenaphthene-d10 14.529
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 70
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 59
3 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 58
4 Tridecane 184 C13H28 000629-50-5 58
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 53

Abundance Scan 2162 (15.792 min): BG062750.D\data.ms (-2156) (- | m/z 57.10 100.00%
57.1
- M
‘ 85.1 S R
1131 1550 5011 15.50 16.00
0 ‘H‘Hm‘hHH‘H‘m“‘H”_‘:“_HwHw“_JH““““““%3‘99”‘ m/z 43.10 47.19%
m/z--> 20 40 60 80 100 120 140160 180 200 220 240
Abundance #59087: Decane, 2,6,8-trimethyl-
57.0
5000 . —
15.50 16.00
m/z 71.10 40.16%
85.0
o L1 ™0m30 18501040
\\\‘\\\\‘\H\‘HH‘HH‘HH‘HH‘\\H‘\\H‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120 140160 180 200 220 240
Abundance #132769: 2-Bromo dodecane
57.0
S —
15.50 16.00
m/z 41.10 24.84%
5000 85.0 /
23.0 113.0 169.0
P T T IR 7
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #141076: Pentadecane, 2,6,10-trimethyl- T —
57.0 15.50 16.00
m/z 85.10 20.05%
5000
85.0
29.0 113.0
0 \‘ | H oy 1410 - 183.0211.0239.0
Rl o R A RARRARAERERAREEEESS —T —
m/z--> 20 40 60 80 100120 140160 180 200 220 240 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.250 8.92 ng/ul 716277  Phenanthrene-di10 17.278
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 96
2 Heptadecane 240 C17H36 000629-78-7 95
3 Nonadecane 268 C19H40 000629-92-5 91
4 Heneicosane 296 C21H44 000629-94-7 86
5 Tridecane 184 C13H28 000629-50-5 86

Abundance Scan 2240 (16.250 min): BG062750.D\data.ms (-2235) (- | m/z 57.10 100.00%
7.1

57.
5000

—
99.1 16.00 16.50
184.1
ob A b by 281 PR 2400 3130 4, 43,10 75.58%
miz--> 50 100 150 200 250 300
Abundance #74005: Tetradecane
57.0
5000 —= e
16.00 16.50

m/z 71.10 57.46%

99.0
L\S.\Q‘\ ‘ ‘ L “‘ \“‘ T ““ \H T %4}.‘() L \1\9?.(\) L T ’ L ‘ L
mi/z--> 50 100 150 200 250 300
Abundance #123960: Heptadecane

57.0

T
16.00 16.50

o

5000 m/z 85.10 40.62%
99.0
olsol L1\ 20 ass0 20
m/z--> 50 100 150 200 250 300
Abundance #158600: Nonadecane T —7
57.0 16.00 16.50

m/z 41.10 36.53%

5000
99.0
L 141.0 183.0 268.0

ob bbb, fhe 2830 20 S
m/z--> 50 100 150 200 250 300 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 59 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.037 7.54 ng/ul 606010  Phenanthrene-di10 17.278
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 93
2 Heptadecane 240 C17H36 000629-78-7 90
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 80
4 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 72
5 Tetradecane, 5-methyl- 212 C15H32 025117-32-2 70
Abundance Scan 2374 (17.037 min): BG062750.D\data.ms (-2370) (- | m/z 57.10 100.00%
57.1
o J\KAAJxWJVAAMN«fJA«AA
RN
‘ 90 . 17.00
o d ol 1881 2121 2541 m/z 43.10  75.60%
miz--> 50 100 150 200 250
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
5000 . :
17.00
m/z 71.10 58.60%
99.0 140.0
182.0
04— ‘\““H‘\ H‘ ‘\h‘ “L e !‘ T \“ | \2\26\0\ T
miz--> 50 100 150 200 250
Abundance #123961: Heptadecane
57.0
RN
17.00
5000 m/z 85.05 41.03%
S0 L %0 1410 1ss0 2400
el
m/iz--> 50 100 150 200 250
Abundance #193302: Dodecane, 1-iodo- — ‘
57.0 17.00
m/z 41.10 36.65%
B MAA/\/\J\/\—W
R7.0 99.0
ol L W A e S X -
m/z--> 50 100 150 200 250 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 38
R.T. EstConc Area Relative to ISTD R.T.
17.090 4.08 ng/ul 327960  Phenanthrene-d10 17.278
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 81
2 Tritetracontane 605 C43H88 007098-21-7 72
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 72
4 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 70
5 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 70

Abundance Scan 2383 (17.090 min): BG062750.D\data.ms (-2379) (- | m/z 57.10 100.00%

57.1
5000
183.9
T T
17.00
Obrk bbb by 2860wz 71.10  74.10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #74004: Tetradecane
57.0
5000 ——
17.00
J m/z 43.10 61.08%
27.0 198.0
O‘HJH‘\IH‘\#\]\“\M‘\\HH\H\‘\H\‘H\\‘\H\‘H\\‘\H\‘\H\‘H\\‘H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346740: Tritetracontane
57.0
T T
17.00
5000 ITI/Z 85.10 42 .39%
o “‘Mf;q‘lgzozezosw.o 463.0 533.0 604.
A e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #228591: Tetradecane, 1-iodo- T ‘
57.0 17.00
m/z 41.10  28.65%
5000
‘ | 27.0197.0
L e NS — :
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 9,9-Dimethyl-9-sila-9,10-di... Concentration Rank 48
R.T. EstConc Area Relative to ISTD R.T.

17.572 3.23 ng/ul 259550  Phenanthrene-di10 17.278
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,9-Dimethyl-9-sila-9,10-dihydro... 224 C15H16Si 187328-55-8 87
2 2-Amino-5-isopropyl-8-methyl-1-a... 224 C15H16N2 093946-48-6 64
3 7-Methyl-6,8-bis(methylthio)pyrr... 224 C1OH12N2S2 084201-40-1 52
4 3-(N,N-Dimethylamino)-9-methylca... 224 C15H16N2 094127-15-8 43
5 1,2,3,4-Tetrahydronaphthalen-1,2... 224 C12H1604 1000125-87-6 38

Abundance Scan 2465 (17.572 min): BG062750.D\data.ms (-2460) (- | m/z 224.10 100.00%
224.1
57.1
5000
179.1
o
1111
141.1 265.1 17.50
0! S S m/z 209.85 80.29%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #104517: 9,9-Dimethyl-9-sila-9,10-dihydrophenanthrene
209.0
5000 dea ‘
17.50
165.0 ‘ m/z 57.10  79.80%
O \H‘H\\‘\H\’\\H‘\\H‘H\\‘H\\‘\H\’\‘H\"\\M‘H‘H‘ ‘\\\‘\H\‘\H\’\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #104507: 2-Amino-5-isopropyl-8-methyl-1-azulenecarbon
224.0
T T
17.50
5000 ITI/Z 43.15 51.12%
194.0
0 39 0 77.0 115 O 15‘”\ 0l \“h n‘ \‘
R T RN e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #103499: 7-Methyl-6,8-bis(methylthio)pyrrolo[1,2]pyrazin o ‘
224.0 17.50
m/z 179.05 37.40%
5000
140.0
91.0 ‘ ‘ 194.0
) Ty ool S NGRS N IS A
m/z--> 20 40 60 80 100120140160180200220240260280 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 17
R.T. EstConc Area Relative to ISTD R.T.
17.778 6.82 ng/ul 547773  Phenanthrene-d10 17.278
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 97
2 Heptadecane 240 C17H36 000629-78-7 97
3 Hexadecane 226 C16H34 000544-76-3 94
4 Nonadecane 268 C19H40 000629-92-5 91
5 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 90

Abundance Scan 2500 (17.778 min): BG062750.D\data.ms (-2496) (- | m/z 57.10 100.00%

57.1
5000 85.1

M
113.1 17.50 18.00
141.2 183.1 2252 981 o
b AL IS5 LSS 2681 4/; 43.10 74.56%

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158597: Nonadecane
57.0

5000 85.0 — T
17.50 18.00

m/z 71.10 62.01%

29.0
‘ ||| [M301410160.0107.02050 268
\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #123960: Heptadecane
57.0

o

o

\
85.0 17.50 18.00
5000 m/z 85.10 44 .,21%
0 H‘ |l 410160.01970 2400
H‘_‘H“‘H‘H‘qu‘W‘H‘_‘H_‘H‘H‘WH‘W‘H‘_H‘_‘H‘H‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107218: Hexadecane T —
57.0 17.50 18.00

m/z 41.10 35.62%

5000
85.0
29.0
“ ‘ L “ 113.0141.0169.0197.0226.0

o‘wm‘w_mwwm_m_m_m_m_Ww_ww — —
miz--> 20 40 60 80 100120140160 180200 220240260 17.50 18.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

12

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
BG062750.D

Sep 2024 ©00:53

JU/RC
. P3877-07DL 10X

: 58

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924 .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 63 (DEL) Alkane: Straight-Chai... Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
18.471 5.49 ng/ul 440722  Phenanthrene-d10 17.278
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 91
4 Pentadecane 212 C15H32 000629-62-9 91
5 Nonadecane 268 C19H40 000629-92-5 91

Abundance Scan 2618 (18.471 min): BG062750.D\data.ms (-2613) (- | m/z 57.10 100.00%
57.1
. ,/\_/VJLM
9.1 18.50
1412 :
ol A [ 342 197123602800 no 4310 71.68%
miz--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0
5000 1
18.50
m/z 71.10 62.80%
O \‘\‘ ‘ H‘ \“‘\H“ \“ \]‘_\4\]-‘0\]\-8\3\()‘ T T T ‘2§§9\ ‘ T 1T ‘ T 1T
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
——
18.50
5000 m/z 85.10 42.12%
oL | \ | F ‘%410183022502670 323.0 380.(
= AT T e
m/z--> 50 100 150 200 250 300 350
Abundance #107244: Dodecane, 2-methyl-6-propyl- ——
57.0 18.50
m/z 41.10 31.35%
- MﬂMMWJWMMAVNuﬁfWMJun
9.0 140.0
182.0
ol il PP a0 o
m/z--> 50 100 150 200 250 300 350 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 30
R.T. EstConc Area Relative to ISTD R.T.
19.100 4.93 ng/ul 395651  Phenanthrene-d10 17.278
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Heptadecane 240 C17H36 000629-78-7 87
3 Heptacosane 380 C27H56 000593-49-7 87
4 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 87
5 Octacosane 394 C28H58 000630-02-4 86

Abundance Scan 2725 (19.100 min): BG062750.D\data.ms (-2722) (- | m/z 57.10 100.00%

57.1
5000

—

9.1 19.00 19.50
155.1 211.0

AL A T 2701wz 43.18 73.17%

m/z--> 50 100 150 200 250 300 350
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57.0

5000 — —
19.00 19.50

m/z 71.10 62.29%
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o

o

5000 m/z 85.10 46.12%
st LU om0 00
m/z--> 50 100 150 200 250 300 350
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 65 (DEL) Alkane: Straight-Chai... Concentration Rank 54
R.T. EstConc Area Relative to ISTD R.T.
20.210 2.70 ng/ul 254671  Chrysene-di12 21.520
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 94
2 Octadecane 254 C18H38 000593-45-3 90
3 Hexacosane 366 C26H54 000630-01-3 87
4 Pentacosane 352 C25H52 000629-99-2 87
5 Tetracosane 338 C24H50 000646-31-1 86

Abundance Scan 2914 (20.210 min): BG062750.D\data.ms (-2911) (- | m/z 57.10 100.00%

57.1
5000

- .
9.1 20.00 20.50
1410 2111 : :
ol " | LD SC2810 8231 L; 43.10 61.29%

m/z--> 50 100 150 200 250 300 350
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5000 — e
20.00 20.50

‘ m/z 71.15 56.71%
\

9.0
01\5.\ T ‘\ “‘\ ‘!‘ \“‘\ ““ \“ \]“.\4\‘]-"‘0\ T \]-\9?.\()\ L ‘ L ‘ T 1T ‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #141058: Octadecane
57.0

7 —
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L om0 o
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m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane 7 ——
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5000
‘ 9.0
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R 1 S T AT S ey — —
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 (DEL) Alkane: Straight-Chai... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
21.197 5.09 ng/ul 478883  Chrysene-d12 21.520
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 50
2 Oxalic acid, 2-ethylhexyl isohex... 286 C16H3004 1000309-38-8 46
3 Isobutyl octan-2-yl carbonate 230 C13H2603 1000372-74-7 46
4 Oxalic acid, 2-ethylhexyl tetrad... 398 C24H4604 1000309-39-7 46
5 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 46

Abundance Scan 3082 (21.197 min): BG062750.D\data.ms (-3077) (- | m/z 57.10 100.00%
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112.1
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e
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WOT1991 | 2811 8847 L. 7116 67.36%
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T \‘\ T ‘“\ b \‘\ h‘ \“\ T \‘ ‘ \:I\-8\4>\.0‘\ T ‘ UL ‘ UL ‘ UL
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R 01 O GO
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 67 (DEL) Alkane: Straight-Chai... Concentration Rank 51
R.T. EstConc Area Relative to ISTD R.T.
22.179 3.13 ng/ul 294348  Chrysene-di2 21.520
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 7-methyl- 240 C17H36 026730-20-1 52
2 trans-2-Decen-1-0l1, methyl ether 170 C11H220 1000352-66-3 41
3 1-Hexene, 3,4,5-trimethyl- 126 C9H18 056728-10-0 35
4 Cyclohexane, 1-(1,5-dimethylhexy... 280 C20H40 056009-20-2 25
5 1-Eicosene 280 C20H40 003452-07-1 25
Abundance Scan 3249 (22.178 min): BG062750.D\data.ms (-3243) (- | m/z 57.10 100.00%
57.1
i 2651 -
oL— ‘\ N “\u“hn‘d““u \\““LH“\‘\\‘H\H‘ L ‘1\‘7\\‘? %2‘2\\\2“];. \‘ ‘:‘32‘6‘ ‘8‘ ‘3‘7‘8‘3‘ . ITI/Z 71.19 84..93"0
m/z--> 50 100 150 200 250 300 350 400
Abundance #123968: Hexadecane, 7-methyl-
57.0
5000 —r— iaadi.
22.00 22.50
1120 m/z 55.05 57.20%
L‘ \J\ h \. 225.0
O\\\‘\‘\\\‘\h‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #45425: trans-2-Decen-1-ol, methyl ether
71.0
—— —
22.00 22.50
5000 ITI/Z 43.10 53.14%
299 ||| 1380
B —
m/z--> 50 100 150 200 250 300 350 400
Abundance #13226: 1-Hexene, 3,4,5-trimethyl- —— ——
43.0 22.00 22.50
m/z 41.10 39.18%
5000
‘ 98.0
O e e
m/z--> 50 100 150 200 250 300 350 400 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 68 (DEL) Alkane: Straight-Chai... Concentration Rank 65
R.T. EstConc Area Relative to ISTD R.T.
22.302 2.38 ng/ul 224118  Chrysene-di12 21.520
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 89
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 80
3 Tridecane 184 C13H28 000629-50-5 76
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 76
5 Hexadecane 226 C16H34 000544-76-3 76
Abundance Scan 3270 (22.302 min): BG062750.D\data.ms (-3265) (- | m/z 57.10 100.00%
57.1
112.2 ool oolen
1. 2671 22.00 22.50
ol “H\ I ,??5?, 40,3238 883 40 7110 67.16%
miz--> 50 100 150 200 250 300 350
Abundance #158598: Nonadecane
57.0
5000 —— iaada
22.00 22.50
m/z 43.10 63.20%
9.0
O T \“\ \“‘\“H \“‘\h‘ \“‘ \1\4.\]-‘0\]-\8\3\0’ L ’2\6§ \0\ ’ L ’ L
miz--> 50 100 150 200 250 300 350
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
—— —
22.00 22.50
5000 m/z 85.10 42.31%
ol i, w0 s
m/z--> 50 100 150 200 250 300 350
Abundance #59026: Tridecane 7 —
57.0 22.00 22.50
m/z 41.10 34.90%
B WJ\‘\/LW
a4l F © 14101840
omwm e b e e = e e e
m/z--> 50 100 150 200 250 300 350 22.00 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91024\
Data File : BG062750.D

Acqg On : 12 Sep 2024 00:53
Operator : JU/RC

Sample : P3877-07DL 10X
Misc :

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@90924.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 4.070 16.8 ng/ul 498453 1 7.907 595034 20.0
unknown-01 5.016 5.0 ng/ul 149416 1 7.907 595034 20.0
(DEL) Alkane: S... 5.927 11.9 ng/ul 353363 1 7.907 595034 20.0
(R)-(-)-2-Methy... 6.215 12.5 ng/ul 372927 1 7.907 595034 20.90
Oxalic acid, is... 6.403 4.6 ng/ul 137259 1 7.907 595034 20.0
(DEL) Alkane: S... 6.467 3.6 ng/ul 106716 1 7.907 595034 20.0
(DEL) Alkane: C... 6.550 3.4 ng/ul 101898 1 7.907 595034 20.0
(DEL) Alkane: S... 6.902 5.6 ng/ul 167307 1 7.907 595034 20.90
(DEL) Alkane: S... 6.961 6.3 ng/ul 187684 1 7.997 595034 20.0
Benzene, 1l-ethy... 6.996 4.9 ng/ul 146895 1 7.907 595034 20.0
Mesitylene 7.131 4.1 ng/ul 122877 1 7.907 595034 20.0
Benzene, 1-ethy... 7.296 3.9 ng/ul 115770 1 7.9907 595034 20.90
(DEL) Alkane: S... 7.531 43.5 ng/ul 1295580 1 7.907 595034 20.0
unknown-02 7.831 4.2 ng/ul 125958 1 7.907 595034 20.0
1-Hexanol, 2-et... 7.966 18.3 ng/ul 543211 1 7.907 595034 20.0
Benzene, 1,2,3-... 8.019 4.1 ng/ul 121168 1 7.907 595034 20.0
Cyclohexanone, ... 8.330 4.2 ng/ul 123500 1 7.907 595034 20.0
(DEL) Alkane: S... 8.436 7.8 ng/ul 231468 1 7.907 595034 20.0
(DEL) Alkane: S... 8.671 6.5 ng/ul 193942 1 7.907 595034 20.0
Benzene, (1-met... 8.706 4.3 ng/ul 128721 1 7.907 595034 20.0
Benzene, 2-ethy... 8.859 3.5 ng/ul 105247 1 7.997 595034 20.0
o-Cymene 8.906 4.1 ng/ul 122149 1 7.907 595034 20.0
(DEL) Alkane: S... 9.135 35.4 ng/ul 1052900 1 7.907 595034 20.0
unknown-03 9.258 7.4 ng/ul 220119 1 7.907 595034 20.0
unknown-04 9.840 2.6 ng/ul 176935 2 10.692 1344740 20.0
(DEL) Alkane: S... 9.981 3.2 ng/ul 217548 2 10.692 1344740 20.0
(DEL) Alkane: S... 10.128 2.4 ng/ul 164307 2 10.692 1344740 20.0
unknown-05 10.187 2.6 ng/ul 176609 2 10.692 1344740 20.0
2,4-Dipropyl-5-... 10.386 3.2 ng/ul 214396 2 10.692 1344740 20.0
unknown-06 10.569 3.1 ng/ul 208998 2 10.692 1344740 20.0
1,3-Hexanediol,... 10.986 3.2 ng/ul 215399 2 10.692 1344740 20.0
unknown-07 11.074 7.1 ng/ul 476408 2 10.692 1344740 20.0
(DEL) Alkane: S... 11.197 2.2 ng/ul 146321 2 10.692 1344740 20.0
unknown-08 11.614 2.5 ng/ul 169813 2 10.692 1344740 20.0
(DEL) Alkane: S... 11.720 3.6 ng/ul 241897 2 10.692 1344740 20.0
Benzene, 1,2,4-... 11.791 5.4 ng/ul 360681 2 10.692 1344740 20.0
(DEL) Alkane: S... 12.120 7.7 ng/ul 518697 2 10.692 1344740 20.0
(DEL) Alkane: S... 13.072 2.7 ng/ul 163667 3 14.529 1218300 20.0
(DEL) Alkane: S... 13.359 9.3 ng/ul 564132 3 14.529 1218300 20.0
Naphthalene, 1,... 13.712 5.1 ng/ul 308107 3 14.529 1218300 20.0
Naphthalene, 2,... 13.853 5.1 ng/ul 309625 3 14.529 1218300 20.0
(DEL) Alkane: S... 14.017 3.8 ng/ul 230158 3 14.529 1218300 20.0
(DEL) Alkane: S... 14.435 14.5 ng/ul 881643 3 14.529 1218300 20.0
(DEL) Alkane: C... 14.617 4.3 ng/ul 258694 3 14.529 1218300 20.0
unknown-09 14.676 6.1 ng/ul 372463 3 14.529 1218300 20.0
(DEL) Alkane: C... 14.834 2.5 ng/ul 154600 3 14.529 1218300 20.0
Naphthalene, 1,... 14.934 2.6 ng/ul 156743 3 14.529 1218300 20.0
unknown-10 15.057 2.6 ng/ul 158973 3 14.529 1218300 20.90
4'-(1-Pyrroyl)a... 15.292 9.1 ng/ul 554287 3 14.529 1218300 20.0
(DEL) Alkane: S... 15.386 11.0 ng/ul 672368 3 14.529 1218300 20.0
(DEL) Alkane: S... 15.792 5.8 ng/ul 354482 3 14.529 1218300 20.0
(DEL) Alkane: S... 16.250 8.9 ng/ul 716277 4 17.278 1606530 20.0
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(DEL) Alkane: S... 17.037 7.5 ng/ul 6060106 4 17.278 1606530
(DEL) Alkane: S... 17.090 4.1 ng/ul 327960 4 17.278 1606530
9,9-Dimethyl-9-... 17.572 3.2 ng/ul 259550 4 17.278 1606530
(DEL) Alkane: S.. 17.778 6.8 ng/ul 547773 4 17.278 1606530
(DEL) Alkane: S.. 18.471 5.5 ng/ul 440722 4 17.278 1606530
(DEL) Alkane: S.. 19.100 4.9 ng/ul 395651 4 17.278 1606530
(DEL) Alkane: S.. 20.210 2.7 ng/ul 254671 5 21.520 1883240
(DEL) Alkane: S.. 21.197 5.1 ng/ul 478883 5 21.520 1883240
(DEL) Alkane: S.. 22.179 3.1 ng/ul 294348 5 21.520 1883240
(DEL) Alkane: S.. 22.302 2.4 ng/ul 224118 5 21.520 1883240
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