LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc :

ALS vial : 5 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: BGO62768.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.928 477 483 491 rVB2 420254 628389 6.37% 1.409%
2 6.186 519 527 535 rBV5 62527 159383 1.62% 0.357%
3 6.398 557 563 570 rBv4 64537 124404 1.26% 0.279%
4 6.468 570 575 580 rvwW 122565 173314 1.76% ©.388%
5 6.551 580 589 592 rVWW3 96656 223970  2.27% 0.502%
6 6.809 625 633 638 rVB6 50934 127732 1.30% 0.286%
7 6.903 645 649 654 rVB2 162159 245640 2.49% 0.551%
8 6.962 654 659 662 rBV 179834 272803 2.77% 0.611%
9 6.997 662 665 670 rVB 153728 219352 2.23% 0.492%
106 7.068 670 677 682 rBV2 233059 465823 4.73% 1.044%
11 7.132 682 688 693 rVB 110926 169501 1.72% 0.380%
12 7.297 710 716 719 rBV2 112735 182321 1.85% 0.409%
13  7.420 730 737 742 rVB4 85587 173530 1.76% ©.389%
14 7.532 750 756 769 rVB2 939176 1753696 17.79%  3.931%
15 7.826 795 806 811 rBV5 52602 161852 1.64% 0.363%
16 7.890 811 817 823 rBV2 230368 450237 4.57% 1.009%
17 7.967 823 830 835 rBv2 243908 412071 4.18% ©.924%
18 8.020 835 839 847 rVB2 102891 185323 1.88% 0.415%
19 8.196 866 869 876 rVB4 88841 154964 1.57% 0.347%
20 8.437 906 910 917 rVV2 149363 316830 3.21% 0.710%
21 8.495 917 920 924 rVB 104636 129291 1.31% 0.290%
22 8.672 944 950 953 rBV 166819 250369 2.54% 0.561%
23 8.707 953 956 965 rvB2 98921 191050 1.94% 0.428%
24 8.854 976 981 985 rBV 80054 127057 1.29% 0.285%
25 8.907 985 990 998 rVB 97817 171309 1.74% 0.384%
26 9.007 998 1007 1018 rBV3 148510 384802 3.90% 0.863%
27 9.136 1018 1029 1034 rVV 901484 1408901 14.29%  3.158%
28 9.259 1039 1050 1056 rBvV8 109766 319264 3.24% 0.716%
29 9.336 1056 1063 1067 rBV3 65532 139818 1.42% 0.313%
30 9.588 1102 1106 1117 rVB4 67226 174850 1.77% 0.392%
31 9.694 1117 1124 1130 rVB2 73878 145024 1.47% 0.325%
32 9.782 1130 1139 1143 rBV5 62524 139621 1.42% 0.313%
33 9.841 1143 1149 1154 rBv4 106408 221788 2.25% 0.497%
34 9.982 1169 1173 1178 rVB2 113027 175300 1.78% 0.393%
35 10.052 1178 1185 1188 rBV3 77991 127573 1.29% 0.286%

36 10.129 1189 1198 1201 rVv3 97454 224257 2.28% 0.503%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc :

ALS vial : 5 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 10.387 1237 1242 1248 rBV2 89932 156708 1.59% ©0.351%
38 10.675 1283 1291 1300 rVV3 543625 1398261 14.19% 3.134%
39 10.746 1300 1303 1309 rVB2 92313 147851 1.50% 0.331%
40 10.810 1309 1314 1320 rBV4 163644 303452 3.08% 0.680%
41 10.863 1320 1323 1328 rVB 87485 119548 1.21% 0.268%
42 11.075 1352 1359 1372 rBV 379685 655363 6.65% 1.469%
43 11.198 1372 1380 1387 rBV3 75061 176390 1.79% 0.395%
44 11.615 1442 1451 1456 rBV5 59991 138972 1.41% 0.312%
45 11.721 1464 1469 1474 rBV 163023 284320 2.88% 0.637%
46 11.792 1474 1481 1488 rVB 291030 551111 5.59% 1.235%
47 11.956 1503 1509 1518 rVB 220461 364778 3.70% 0.818%
48 12.121 1529 1537 1540 rBV 358386 586780 5.95%  1.315%
49 12.150 1540 1542 1548 rVB 223219 310969 3.15% 0.697%
50 12.362 1571 1578 1586 rVB2 431771 736945 7.48% 1.652%
51 12.761 1637 1646 1650 rBV4 77255 178932 1.82% 0.401%
52 12.931 1670 1675 1681 rBV5 61421 118014 1.20% 0.265%
53 13.072 1695 1699 1707 rVB2 107692 160946 1.63% 0.361%
54 13.360 1742 1748 1755 rVV 400897 587262 5.96% 1.316%
55 13.490 1766 1770 1779 rVV4 66109 176674 1.79% 0.396%
56 13.578 1779 1785 1793 rVB8 48931 136564 1.39% 0.306%
57 13.713 1799 1808 1812 rBV5 92370 232612 2.36% 0.521%
58 13.795 1817 1822 1826 rBV2 79498 123760 1.26% 0.277%
59 13.854 1826 1832 1835 rBv3 95945 209195 2.12% 0.469%
60 14.018 1852 1860 1864 rVB 150147 266005 2.70%  0.596%
61 14.165 1881 1885 1888 rBV 156058 188549 1.91% 0.423%
62 14.436 1926 1931 1936 rVB 861244 1066932 10.82% 2.392%
63 14.530 1940 1947 1953 rVB 469794 758143 7.69% 1.699%
64 14.606 1954 1960 1966 rBV6 121821 208197 2.11% 0.467%
65 14.676 1966 1972 1978 rVB 491324 717827  7.28% 1.609%
66 14.741 1978 1983 1991 rBV5 104349 223064 2.26% 0.500%
67 14.923 2011 2014 2019 rVB3 89291 157318 1.60% ©.353%
68 15.094 2040 2043 2046 rVV 91130 131691 1.34% 0.295%
69 15.158 2049 2054 2061 rVvV 461041 840152 8.52% 1.883%
70 15.217 2061 2064 2069 rVB2 130512 182700 1.85% 0.410%
71 15.293 2071 2077 2085 rBV 493382 782401 7.94% 1.754%
72 15.387 2085 2093 2097 rVB 401956 624950 6.34% 1.401%
73 15.628 2128 2134 2138 rBV 129803 208857 2.12% 0.468%
74 15.793 2157 2162 2171 rVB 163251 280970 2.85% 0.630%
75 15.887 2173 2178 2184 rVB5 107235 170807 1.73% 0.383%

76 16.163 2220 2225 2229 rVW 206107 310583 3.15% ©.696%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc :

ALS vial : 5 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 16.245 2235 2239 2242 rBV 408904 581786 5.90% 1.304%
78 16.463 2273 2276 2282 rVB2 90413 118364 1.20% 0.265%
79 16.592 2293 2298 2302 rBV2 135388 200767 2.04% 0.450%
80 16.939 2349 2357 2367 rBV 6173255 9857260 100.00% 22.095%
81 17.038 2370 2374 2378 rVV 388235 514786 5.22% 1.154%
82 17.091 2379 2383 2393 rVB2 216827 381711 3.87% 0.856%
83 17.279 2409 2415 2420 rBV 753719 1114484 11.31% 2.498%
84 17.373 2427 2431 2435 rVB3 155282 216932 2.20% 0.486%
85 17.414 2435 2438 2442 rVB2 134535 168069 1.71% 0.377%
86 17.567 2459 2464 2471 rVB5 174047 297948 3.02% 0.668%
87 17.779 2495 2500 2505 rVB 335590 439918 4.46% 0.986%
88 17.949 2525 2529 2533 rVB 106860 131521 1.33% 0.295%
89 18.466 2613 2617 2622 rBV 227130 281627 2.86% 0.631%
99 19.101 2721 2725 2727 rBV 163434 231749 2.35% 0.519%
91 19.671 2816 2822 2827 rBV2 168483 301840 3.06% 0.677%
92 20.211 2910 2914 2927 rVB3 130370 273510 2.77% 0.613%
93 20.705 2994 2998 3002 rBV 107288 126219 1.28% 0.283%
94 21.192 3077 3081 3086 rVB 182448 221542  2.25% 0.497%
95 21.521 3131 3137 3144 rBV 765788 1209506 12.27% 2.711%
96 21.721 3166 3171 3178 rVB 79243 133052 1.35% 0.298%
97 22.179 3244 3249 3258 rVB2 72563 135451 1.37% 0.304%
98 22.297 3263 3269 3276 rBvV2 94907 179758 1.82% 0.403%
99 24.365 3615 3621 3631 rVB 64252 161500 1.64% 0.362%
100 24.583 3649 3658 3675 rVB 501283 1428054 14.49% 3.201%

Sum of corrected areas: 44613316
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc

ALS vial : 5 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: BG062768.D\data.ms
6000000

5000000
4000000
3000000
2000000

1000000 7.532

_l 1067q 075 1 % 62
108 o devmEmatiosEmessRIeTtinan. 1oa 1 EETE] 1o
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\T_F\ ﬁ_ﬁ'&/\\\‘\\\\‘\\/\\\‘\\\\‘\\\\‘\\\\‘\/\\/\\\‘\\\\‘\\\\/\T\\m\\\\\‘\\\\‘\\\\
Time--> 3.50 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG062768.D\data.ms
6000000 16.939

5000000
4000000
3000000
2000000

1000000 14.436 17.279 21.521

13.360 14183676 15[ 35 %7 5 7 77
072 N0 ij” a2 1 Biandd {7800 19450 19,101 19671 2021120 70521192 b1 12102287

0 I e e B HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H“““““H,“‘Tﬁ

Time--> 1300 13.50 1400 14.50 1500 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: BG062768.D\data.ms
6000000

5000000
4000000
3000000
2000000

1000000
24.583

24.368,

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

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc

ALS vial : 5 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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.928 27.91 ng/ul 628389 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 80
2 Nonane 128 C9H20 000111-84-2 64
3 Nonane 128 C9H20 000111-84-2 53
4 Oxalic acid, isohexyl pentyl ester 244 C13H2404 1000309-32-8 50
5 Octane 114 C8H18 000111-65-9 47

Abundance Scan 483 (5.928 min): BG062768.D\data.ms (-477) (-) m/z 43.10 100.00%

43.1
57.1
5000
85.1
i ‘ 5.60 5.80 6.00 620
H‘HH‘HH‘HH“\}\\“\‘\‘H“HH‘H\H\‘\1\\“\\\‘“‘\H‘\’HH‘HH“HH m/z 57.19 79.0900
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14521: Nonane
43.0
57.0
5000
29.0 5.60 5.80 6.00 6.20
71.0 850 m/z 41.05  43.49%
128.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14523: Nonane
43.0
: 5.60 5.80 6.00 6.20
5000 ITI/Z 85.10 26.00%
29.0
71.0 85.0
o g 90 1280
T T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14522: Nonane H““w“‘w“‘Awaw
43.0 570 5.60 5.80 6.00 6.20
' m/z 56.10  18.90%
5000
290 71.0 85.0
L wmo o
T T e e e e e I ARREERENEEEEL
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\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc

ALS vial : 5 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 Oxalic acid, cyclobutyl tri... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
6.186 7.08 ng/ul 159383 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, cyclobutyl tridecyl... 326 C19H3404 1000309-70-4 50
2 4-Nonene 126 C9H18 002198-23-4 46
3 trans-1,3-Diethylcyclopentane 126 CO9H18 1000113-87-1 46
4 trans--4-Nonene 126 C9H18 010405-85-3 41
5 (S)-(+)-6-Methyl-1-octanol 144 C9H200 110453-78-6 38

Abundance Scan 527 (6.186 min): BG062768.D\data.ms (-519) (-) m/z 43.10 100.00%

43.1
971
5000
69.1
REARREESRER TR L
I ‘H 1| 126.0 5.80 6.00 6.20 6.40 6.600
\\\‘\\\\i}\\"\\\\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ m/z 57.19 96.490
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #231763: Oxalic acid, cyclobutyl tridecyl ester
55.0
5000

5.80 6.00 6.20 6.40 6.60
m/z 55.10 80.94%

290‘

L h\ | 1110 182.0 227
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13167: 4-Nonene
55.0

P e
5.80 6.00 6.20 6.40 6.60
5000 m/z 97.10 66.52%
27‘.0 H 83.0 126.0
H“w“ ,NM‘N‘HM‘H‘ML‘W‘H‘,H‘w“u,u“_‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13243: trans-1,3-Diethylcyclopentane = UL N AL Ayl
55.0 5.80 6.00 6.20 6.40 6.60
97.0 m/z 41.10 61.42%
5000
29.0 ‘ 126.0
g HJuu‘m“HH‘_m_‘HWm‘wwwwm VR SSRVAWAWAVL M WS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 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\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc

ALS vial : 5 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 490
R.T. EstConc Area Relative to ISTD R.T.
6.398 5.53 ng/ul 124404 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,7-dimethyl- 142 C10H22 001072-16-8 53
2 Isobutyl octyl carbonate 230 C13H2603 1010372-74-6 50
3 Isobutyl pentyl carbonate 188 C10H2003 178442-32-5 47
4 Carbonic acid, octyl prop-1-en-2... 214 C12H2203 1000382-54-0 47
5 Nonane, 3-methyl- 142 C1eH22 005911-04-6 43

Abundance Scan 563 (6.398 min): BG062768.D\data.ms (-557) (-) m/z 57.10 100.00%

57.1
105.1
5000
83.1
6.00 6.20 6.40 6.60 6.80
S ‘H: ‘ | ‘MVH:“M u“, L 1288wz 43.05  99.76%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22098: Octane, 2,7-dimethyl-
43.0
5000
6.00 6.20 6.40 6.60 6.80
71.0 99.0
m/z 41.10 68.06%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #111465: Isobutyl octyl carbonate
57.0
T T A
6.00 6.20 6.40 6.60 6.80
5000 m/z 105.1@ 57.57%
29.0 H | 80 4120
A LY SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #62385: Isobutyl pentyl carbonate Raman e R ‘[
57.0 6.00 6.20 6.40 6.60 6.80
m/z 71.10 44.59%
5000
29.0
118.0
m/z--> 20 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91224\
Data File : BG@62768.D

Acqg On : 12 Sep 2024 19:02

Operator JU/RC

Sample : P3877-11DL 10X

Misc

ALS vial : 5 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 4

(DEL) Alkane: Straight-Chai...

Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
6.468 7.70 ng/ul 173314 1,4-Dichlorobenzene-d4 7.902
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3-methyl- 142 C1eH22 005911-04-6 87
2 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 87
3 Nonane, 3-methyl- 142 C1leH22 005911-04-6 78
4 Undecane, 6,6-dimethyl- 184 C13H28 017312-76-4 59
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 53

Abundance Scan 575 (6.468 min): BG062768.D\data.ms (-570) (-) m/z 57.10 100.00%
57.1
R RRARE R AL
85.1 113.1 6.20 6.40 6.60 6.80
[ ' \ 142.2
e el gL %S m/z 43.10 58.67%
m/z--> 20 40 60 80 100 120 140
Abundance #22081: Nonane, 3-methyl-
57.0
5000 BN i e e
41lo 6.20 6.40 6.60 6.80
m/z 71.10 57.33%
112.0
T 25l$ \“‘\ T T \“1\‘8?.\0\ T U\ T \14‘.2\9\
miz—-> 20 40 60 80 100 120 140
Abundance #22095: Octane, 3,6-dimethyl-
o1 S
R RERaRR
6.20 6.40 6.60 6.80
5000 m/z 41.10 39.81%
41.0
113.0
- 250 0 P o N
m/z--> 20 40 60 80 100 120 140
Abundance #22080: Nonane, 3-methyl- R AREARRE LR EE
57.0 6.20 6.40 6.60 6.80
m/z 56.05 26.92%
5000 41,0
113.0
180 I b 0 120 g [WNY VT
m/z--> 20 40 60 80 100 120 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc

ALS vial : 5 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 5 (DEL) Alkane: Cyclic6.551 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
6.551 9.95 ng/ul 223970 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, undecyl- 238 C17H34 054105-66-7 64
2 Cyclohexane, propyl- 126 CSH18 001678-92-8 59
3 Cyclohexane, octyl- 196 C14H28 001795-15-9 59
4 Cyclohexane, eicosyl- 364 C26H52 004443-55-4 53
5 Trichloroacetic acid, 6-chlorohe... 280 C8H12C1402 1000330-89-2 50
Abundance Scan 589 (6.551 min): BG062768.D\data.ms (-580) (-) m/z 55.10 100.00%
55.1
83.1
5000
N R AREEaEEEEES RS
mH ‘ 126.2 6.20 6.40 6.60 6.80
\H‘HHH‘\H"\‘\H“M‘\\w“u‘\‘\‘\‘u\‘\H\‘HH‘HH‘HH‘HH‘\ m/Z 83.10 81.2900
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #121344: Cyclohexane, undecyl-
83.0
55.0
5000 wuu,uu‘uu,ﬂ’?’\\f/\
6.20 6.40 6.60 6.80
m/z 41.10 56.66%
29.0
L 11.0 1540 238.(
1\‘\\H‘H\\‘H\\‘\H\‘\H\‘\\H‘H\\‘H\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13196: Cyclohexane, propyl-
55.0 83.0
T
6.20 6.40 6.60 6.80
5000 m/z 82.10 47.95%
27.0 126.0
‘H"HH‘;”‘H‘”‘,“:‘m‘1Huww“uH_m_ww_ww_
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71754: Cyclohexane, octyl-
83.0 6.20 6.40 6.60 6.80
m/z 57.10 36.60%
) | M\J
2900 k112013001650 1900 MUY LU
mlz--> 20 40 60 80 100 120 140 160 180 200 220 240 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc

ALS vial : 5 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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
6.809 5.67 ng/ul 127732  1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 5,6-dimethyl- 184 C13H28 017615-91-7 78
2 Hexane, 3-ethyl-2,5-dimethyl- 142 C1eH22 052897-04-8 53
3 Pentane, 3-ethyl-2,3-dimethyl- 128 C9H20 016747-33-4 50
4 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 50
5 Ether, heptyl hexyl 200 C13H280 007289-40-9 47
Abundance Scan 633 (6.809 min): BG062768.D\data.ms (-625) (-) m/z 57.10 100.00%
57.1
- \/J\j\w/\m
85.1 AR R e
H ‘109 9 6.40 6.60 6.80 7.00 7.20
\\‘\\\\ ‘\\\\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ m/z 43.05 76.1900
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59058: Undecane, 5,6-dimethyl-
57.0
5000 RN s e
6.40 6.60 6.80 7.00 7.20
20.0 84.0 m/z 41.05 42.54%
miz--> 20 60 80 100 120 140 160 180
Abundance #22139: Hexane, 3-ethyl-2,5-dimethyl-
57.0
R
6.40 6.60 6.80 7.00 7.20
5000 m/z 56.10 22.87%
29.0 ‘ 98.0
e T 20
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14603: Pentane, 3-ethyl-2,3-dimethyl- e R
57.0 6.40 6.60 6.80 7.00 7.20
m/z 85.10 18.53%
5000
85.0
27.0
1130
mlz--> 0 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc

ALS vial : 5 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: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
6.903 10.91 ng/ul 245640 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,3,4-trimethyl- 142 C10H22 052896-95-4 78
2 Nonane, 4-methyl- 142 C10H22 017301-94-9 64
3 Nonane, 4-methyl- 142 C1eH22 017301-94-9 59
4 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 50
5 Hexane, 3-ethyl-2,5-dimethyl- 142 C1eH22 052897-04-8 47

Abundance Scan 649 (6.903 min): BG062768.D\data.ms (-645) (-) m/z 57.10 100.00%

57.1
5000
411

MLSUNATES LTNGAVIY
98.0 6.60 6.80 7.00 7.20
Al 7e2 | 127.0142.2

\\H‘\H\‘H\\‘\M\‘H\‘\‘\\H‘\H\‘H\\’\\H“\H\’HH‘HH‘HH‘HH‘\ m z 43.10 65. 240

m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22118: Heptane, 2,3,4-trimethyl-
57.0

5000 A
6.60 6.80 7.00 7.20

41,0 m/z 71.05 35.31%

99.0
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22083: Nonane, 4-methyl-
57.0 HﬁJ

6.60 6.80 7.00 7.20

5000 m/z 70.10  28.98%
410
98.0
260 | I 720 | 1130 1420
S SN S/ CNOM 1 21 B -4
miz—> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22082: Nonane, 4-methyl- “_““‘H““H,““
57.0 6.60 6.80 7.00 7.20

m/z 41.10 27.61%

5000
41lo 98.0
wp | | 70 | se 140

m/z--> %30%50%70%9M%HM%BMM 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc

ALS vial : 5 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 12
R.T. EstConc Area Relative to ISTD R.T.
6.962 12.12 ng/ul 272803 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 2-methyl- 142 C1eH22 000871-83-0 83
2 Nonane, 2-methyl- 142 C10H22 000871-83-0 83
3 Octane, 2-methyl- 128 C9H20 003221-61-2 59
4 Decane 142 C1OH22 000124-18-5 53
5 Octane, 4-ethyl- 142 C1eH22 015869-86-0 52
Abundance Scan 659 (6.962 min): BG062768.D\data.ms (-654) (-) m/z 57.10 100.00%
57.1
- il MM
‘ i 6.606.807.007.20
‘ 109.1 127.2142 2 a3 19 8
\\\‘\\H‘H\\“\H\‘\\‘\‘\‘H\\“‘\\\\‘\H\‘\\\!"HH‘HH’HH‘HH‘HH‘\ m/z 43.16 92.270
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22074: Nonane, 2-methyl-
43.0
5000 LB e
710 6.60 6.80 7.00 7.20
270 ' - m/z 41.10  43.31%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22078: Nonane, 2-methyl-
43.0
T
6.60 6.80 7.00 7.20
5000 m/z 71.10  31.74%
71.0
270 H 98.0
SN Y R O N O N o - X
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #14524: Octane, 2-methyl- R e ARRRRRARRE
43.0 6.60 6.80 7.00 7.20
m/z 42.10 27.31%
5000
270 71.0
B0 201280 L0 1 )
m/z--> m30w50m70wgommmmmwmo 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc

ALS vial : 5 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 Benzene, 1l-ethyl-3-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
6.997 9.74 ng/ul 219352 1,4-Dichlorobenzene-d4 7.902

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-2-methyl- 120 C9H12 000611-14-3 90
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 90
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 90
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 87
Abundance Scan 665 (6.997 min): BG062768.D\data.ms (-662) (-) m/z 105.10 100.00%
105.1
5000
R AR
_ 77.0 | 6.60 6.80 7.00 7.20 7.40
ey e M 2069 o 196,10 29.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10725: Benzene, 1-ethyl-3-methyl-
105.0
5000 ‘\\\\‘\j\\\\‘\\\\‘\\\\‘\\
6.60 6.80 7.00 7.20 7.40
770 m/z 91.10 16.01%
270 %10 | | |
\\\‘\\\\‘\\\\‘\\\\‘\\}\‘\\\‘\M“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10724: Benzene, 1-ethyl-2-methyl-
105.0
e
6.60 6.80 7.00 7.20 7.40
5000 m/z 77.05 11.80%
77. 0 ‘
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0 6.60 6.80 7.00 7.20 7.40
m/z 79.10 9.41%
5000
39.0 77.0
Ll ‘
R B B e
mlz--> 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc

ALS vial : 5 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, 1,2,3-trimethyl- Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
7.132 7.53 ng/ul 169501 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
3 Mesitylene 120 CO9H12 000108-67-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Mesitylene 120 CS9H12 000108-67-8 91

Abundance Scan 688 (7.132 min): BG062768.D\data.ms (-682) (-) m/z 105.05 100.00%
105.1

5000 120.1
R REEa
510 77‘.1 91.1 6.80 7.00 7.20 7.40
\\‘\\H‘\\\\‘HH“\\H“\‘\\\‘\\\\‘HH‘“\\\\“\\\\‘\‘\1\‘\\‘\‘\“‘\\\\‘\ m/z 129.16 44.7900
m/z--> 10 20 30 40 50 60 70 80 90 100110 120130
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0

w ||

5000 AN ALY ATV —-
6.80 7.00 7.20 7.40

m/z 77.10 12.69%

77.0 91.0
\\‘1\\5\9‘\\\\‘\\H“‘\\\\“\‘\\\6‘:\3‘\‘(\)\‘H\‘\“\\\\“\\\\‘\Ml ‘\\‘\‘\“\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10710: Benzene, 1,2,3-trimethyl- j\/\j\
105.0

6.80 7.00 7.20 7.40

5000 120.0 m/z 119.10  11.67%
39.0
63.0 ‘ 91.0
H_‘H_‘H‘Hmﬂuuww‘qWVWH‘W‘HWLHWJN‘_mJﬁH‘_
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10694: Mesitylene SNV VA WD NYAA\
105.0 6.80 7.00 7.20 7.40
m/z 91.10  11.39%
120.0
5000
390 590 qup |
N TR TR Iy
S YR NS N B [N DR VAILVAUA WYL A¢
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc

ALS vial : 5 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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
7.297 8.10 ng/ul 182321 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 90
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 90

4 Mesitylene 120 C9H12 000108-67-8 90
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 90

Abundance Scan 716 (7.297 min): BG062768.D\data.ms (-710) (-) m/z 105.10 100.00%

105.1
5000
120.1
e
391 554 70 7.00 7.20 7.40 7.60
e R 1382 156 16 28.26%
m/z--> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 /\j\/\/\,

120.0 7.00 7.20 7.40 7.60
m/z 77.05 13.75%

\1\5\0‘ T \3\9“0\ T ‘\5\9‘.0\‘ T \H‘ T ‘\ T ‘1‘\ T ‘\”“ L
Miz> 20 40 60 80 100 120 140
Abundance #10715: Benzene, 1,2,3-trimethyl- j\/\j\
105.0

120.0 7.00 7.20 7.40 7.60
5000 m/z 91.10 11.91%
77.0
150 3?‘\0 “\“5‘9‘-0‘\‘ ‘ ‘\\‘ el
m/z--> 20 40 60 80 100 120 140
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 7.00 7.20 7.40 7.60

m/z 79.10 11.74%

5000
120.0 Jhx
77.0
39.0
18.0 | 590\\ M ‘\ \\‘ i

\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\ wu‘uwwuu,uu‘uu

m/z--> 20 40 60 80 100 120 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc

ALS vial : 5 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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.532  77.90 ng/ul 1753700 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 90
2 Decane 142 C10H22 000124-18-5 90
3 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 78
4 Carbonic acid, decyl vinyl ester 228 C13H2403 1000383-25-7 78
5 Decane, 2,9-dimethyl- 170 C12H26 001002-17-1 72

Abundance Scan 756 (7.532 min): BG062768.D\data.ms (-750) (-) m/z 43.10 100.00%

43.1
5000
711
7.20 7.40 7.60 7.80
105.1
L \‘i‘\‘ T \‘H" T T ’és-g’ Ly \‘1\2"1\.1\ \‘\]4"‘2\\2\ T m/Z 57.10 95.88%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33078: Undecane
43.0
5000 T T T e T T
71.0 7.20 7.40 7.60 7.80
m/z 41.10 46.44%
27,0
‘ \‘ H‘\ \“ \‘ 9%0 . 127.0 15\60
\‘\\\\’\\\\’\\\\’\\\\’\\\\’\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #22067: Decane
43.0
T SBBRNENEE S
7.20 7.40 7.60 7.80
5000 m/z 71.10 33.34%
2700 71.0
142.0
N A | B0 20T
m/z--> 20 40 60 80 100 120 140 160
Abundance #59103: Decane, 6-ethyl-2-methyl-
57.0 7.20 7.40 7.60 7.80
m/z 85.05 22.72%
5000
41,0 85.0
SN N N ‘ Ao MO
miz--> 20 40 60 80 100 120 140 160 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc

ALS vial : 5 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 unknown-01 Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
7.826 7.19 ng/ul 161852 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, 2-ethylhexyl tet... 390 C22H4603S 1000309-19-7 47
2 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 47

3 Sulfurous acid, 2-ethylhexyl hep... 432 C25H5203S 1000309-20-0 43
4 2,2,4,5-Tetramethyl-5-hexen-3-one 154 C10H180 1000424-66-4 43
5 Sulfurous acid, 2-ethylhexyl hex... 418 C24H5003S 1000309-19-9 43

Abundance Scan 806 (7.826 min): BG062768.D\data.ms (-795) (-) m/z 57.10 100.00%
57.1

5000

=

85.1

L ‘ TR 2071 7.60 7.80 8.00 8.20
S m‘wduhﬂum‘u‘w‘u‘_‘u‘u‘w‘u‘_‘H‘H m/z 43.10  62.25%
miz—> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #295472: Sulfurous acid, 2-ethylhexyl tetradecyl ester
57.0

?

5000
7.60 7.80 8.00 8.20

113.0 m/z 41.10 33.13%

2200 100, 141.0 168.0 197.0

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

Abundance #33101: Octane, 2,4,6-trimethyl-
57.0

o]
o
o

7.60 7.80 8.00 8.20
5000 m/z 85.10 24.07%

85.0

A \‘ | 127.0 156.0

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

Abundance #318981: Sulfurous acid, 2-ethylhexyl heptadecyl ester
57.0 7.60 7.80 8.00 8.20

m/z 55.10  15.92%

N

5000

5

113.0
85.0
200/ | 170 T g 239.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc

ALS vial : 5 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 14 1-Isobutoxy-2-ethylhexane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.967 18.30 ng/ul 412071 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Isobutoxy-2-ethylhexane 186 C12H260 1000139-90-3 78
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
4 1-Hexene, 5,5-dimethyl- 112 C8H16 007116-86-1 59
5 Heptyl isobutyl carbonate 216 C12H2403 959068-08-7 59

Abundance Scan 830 (7.967 min): BG062768.D\data.ms (-823) (-) m/z 57.10 100.00%

57.1
5000 41.1
‘ 8‘7'0 1121 7.60 7.80 8.00 8.20
el e T2 sz 43,10 4e.62%
m/z--> 20 40 60 80 100 120 140
Abundance #61072: 1-Isobutoxy-2-ethylhexane
57.0
5000 41,0
7.60 7.80 8.00 8.20
‘ m/z 41.10 40.41%
83.0 112.0
\\\\‘\“\\\“\\\M“\\‘H{\‘H‘\\\‘[\\l‘\1\2\8.\0\ T
m/z--> 20 40 60 80 100 120 140
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
R ARAAAE
7.60 7.80 8.00 8.20
m/z 55.10  28.43%
5000 410 /
83.0
O 1 O O
m/z--> 20 40 60 80 100 120 140
Abundance #15691: 1-Hexanol, 2-ethyl- T T T T T
57.0 7.60 7.80 8.00 8.20
m/z 56.10 20.96%
5000 410
83.0
mlz--> 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\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc

ALS vial : 5 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 Mesitylene Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
8.020 8.23 ng/ul 185323  1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Mesitylene 120 C9H12 000108-67-8 94
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 93
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 839 (8.020 min): BG062768.D\data.ms (-835) (-) m/z 105.10 100.00%
105.1
5000 120.1 /\ J\
Rama A RRRRSE
9.1 771 7.60 7.80 8.00 8.20 8.40
Vet il 140 g
— ‘\\\\‘\\H\q\ el bl m/z 120.10  38.01%
m/z--> 20 40 60 80 100 120 140
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
5000 T T
120.0 7.60 7.80 8.00 8.20 8.40
m/z 119.10 12.51%
77.0
\1\5\-(]‘\‘}\\“‘\\“\\“\p\\\M’\\‘\\"\‘\\‘\“‘\\\\‘\\
miz—-> 20 80 100 120 140
Abundance #10692.MesHWene
105.0
e BRR
7.60 7.80 8.00 8.20 8.40
5000 120.0 m/z 91.05 12.11%
77.0
51.0
2
m/z--> 20 40 60 80 100 120 140
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 7.60 7.80 8.00 8.20 8.40
m/z 77.10 11.98%
5000 120.0
280 g4 77.0
‘m_w‘”\muwmM,H\H 1
mlz--> 40 60 80 100 120 140 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\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc

ALS vial : 5 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 (DEL) Alkane: Cyclic8.196 Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
8.196 6.88 ng/ul 154964 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, propyl- 126 CSH18 001678-92-8 64
2 Cyclohexane, propyl- 126 CSH18 001678-92-8 64
3 Cyclohexane, butyl- 140 C1eH20 001678-93-9 64
4 N-(Piperidin-3-yl)acetamide 142 C7H14N20 005810-55-9 59
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 59
Abundance Scan 869 (8.196 min): BG062768.D\data.ms (-866) (-) m/z 83.10 100.00%
83.1
55.1
5000
e
391 | HH | 1194 1400 7.80 8.00 8.20 8.40 8.60
““““Mhuuh“u“w"uu““‘\I“““e‘ m/z 55.10  79.97%
m/z--> 20 40 60 80 100 120 140
Abundance #13202: Cyclohexane, propyl-
83.0
55.0
5000 BRI e e
7.80 8.00 8.20 8.40 8.60
s0b 126.0 m/z 82.10 45.17%
\1\5\.()‘\“\ \“H\ T \“J“ \‘}‘\ T “\ T \9\9‘.0\\\\‘\ \\\‘\\ T
m/z--> 20 40 60 80 100 120 140
Abundance #13200: Cyclohexane, propyl-
55.0 83.0 f\
/\h‘\\\\‘\\\\‘\\\\‘\\\\’\\
7.80 8.00 8.20 8.40 8.60
5000 m/z 41.10 35.45%
27.0 126.0
SN W O 1
mlz--> 20 40 60 80 100 120 140
Abundance #20675: Cyclohexane, butyl- T
83.0 7.80 8.00 8.20 8.40 8.60
m/z 68.05 20.74%
55.0
5000
140.0
29.0
1 T O 1.7 Y VAL, LY LI
mlz--> 20 40 60 80 100 120 140 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc

ALS vial : 5 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 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.437 14.07 ng/ul 316830 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 5-methyl- 156 C11H24 013151-35-4 53
2 Undecane, 3,7-dimethyl- 184 C13H28 017301-29-0 47
3 Decane, 5-methyl- 156 C11H24 013151-35-4 46
4 Hexane, 2,2,3,3-tetramethyl- 142 C1OH22 013475-81-5 43
5 Heptane, 4-ethyl- 128 C9H20 002216-32-2 38
Abundance Scan 910 (8.437 min): BG062768.D\data.ms (-906) (-) m/z 57.10 100.00%
57.1
5000
85.1 105.1
e A ARREEEE R
8.20 8.40 8.60 8.80
134.1
37*L156° m/z 43.10 67.79%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33091: Decane, 5-methyl-
57.0
5000] 29.0 R o B
85.0 8.20 8.40 8.60 8.80
m/z 41.18  36.55%
\\‘\1\\‘i‘\‘ ‘H‘\\H‘\\‘\‘\\\“‘\1\1\2\0‘\\\\‘\\1\5\6‘0\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59052: Undecane, 3,7-dimethyl-
43.0
AR R R e
8.20 8.40 8.60 8.80
5000 71.0 m/z 105.10  36.47%
29 90 "0 1550 e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33084: Decane, 5-methyl- H““‘H““w“‘w/¥W
57.0 8.20 8.40 8.60 8.80
m/z 85.10 35.56%
5000
290 85.0
H““‘_““"H“‘“_“““H““‘_“““‘ R R SRR RN
m/z--> 20 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc

ALS vial : 5 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 36
R.T. EstConc Area Relative to ISTD R.T.
8.495 5.74 ng/ul 129291 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 94
2 Octane, 3,3-dimethyl- 142 C10H22 004110-44-5 83
3 Octane, 3,3-dimethyl- 142 C10H22 004110-44-5 83
4 Heptane, 3,3,5-trimethyl- 142 C10H22 007154-80-5 78
5 Heptane, 2,5,5-trimethyl- 142 C10H22 001189-99-7 72
Abundance Scan 920 (8.495 min): BG062768.D\data.ms (-917) (-) m/z 71.10 100.00%
43.1 711
5000
R R AREREENERNE ST
11‘2-1 oy 8.20 8.40 8.60 8.80
el e M 431 97.78%
miz—-> 20 40 60 80 100 120 140 160
Abundance #33090: Decane, 4-methyl-
43.0
71.0
5000 RN e e e
8.20 8.40 8.60 8.80
m/z 57.10 75.83%
b ‘ 112.0
\\\‘2\6"\\\“‘\\\h“\\‘}\“H\\\‘\\\‘\‘\\\\‘\\1\5\6"0\
miz--> 20 40 60 80 100 120 140 160
Abundance #22100: Octane, 3,3-dimethyl-
43.0 71.0
R R EEE e
8.20 8.40 8.60 8.80
5000 m/z 41.10  40.39%
‘ ‘ 113.0
S N S S
m/z--> 20 40 60 80 100 120 140 160
Abundance #22109: Octane, 3,3-dimethyl- AR R
71.0 8.20 8.40 8.60 8.80
m/z 70.10 28.84%
43.0
5000
113.0
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\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc

ALS vial : 5 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 13
R.T. EstConc Area Relative to ISTD R.T.
8.672 11.12 ng/ul 250369 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3-ethyl-2,7-dimethyl- 170 C12H26 062183-55-5 83
2 Decane, 3-methyl- 156 C11H24 013151-34-3 64
3 Undecane, 3-methyl- 170 C12H26 001002-43-3 64
4 Dodecane, 2-methyl- 184 C13H28 001560-97-0 59
5 Decane, 3-methyl- 156 C11H24 013151-34-3 59
Abundance Scan 950 (8.672 min): BG062768.D\data.ms (-944) (-) m/z 57.10 100.00%
57.1
5000 85.0
39/0 Lﬂ 126.2 8.40 8.60 8.80 9.00
ey L1049 1840 s 43,10 63.88%
m/z--> 20 40 60 80 100 120 140 160
Abundance #45519: Octane, 3-ethyl-2,7-dimethyl-
43.0
5000 7.0
8.40 8.60 8.80 9.00
m/z 71.10 58.30%
miz--> 20 40 60 80 100 120 140 160
Abundance #33092: Decane, 3-methyl-
R AR R
8.40 8.60 8.80 9.00
5000 m/z 41.10 44.63%
29.0 85.0
127.0
‘_‘m_” el 1960
m/z--> 60 80 100 120 140 160
Abundance #45498: Undecane, 3-methyl- e R RRamER
57.0 8.40 8.60 8.80 9.00
m/z 85.05 40.71%
5000
85.0
29.0
m/z--> 20 60 80 100 120 140 160 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc

ALS vial : 5 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-methyl-4-propyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8.707 8.49 ng/ul 191050 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 91
2 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 91
3 Benzene, 1-methyl-4-propyl- 134 C1eH14 001074-55-1 91
4 Benzene, 1l-methyl-2-propyl- 134 C10H14 001074-17-5 91
5 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 91

Abundance Scan 956 (8.707 min): BG062768.D\data.ms (-953) (-) m/z 105.10 100.00%

105.1
5000
1341
771

8.40 8.60 8.80 9.00

39.1 571 '

e L1821 134 65 21.58%

miz--> 20 40 60 80 100 120 140

Abundance #17054: Benzene, 1-methyl-4-propyl-
105.0
5000 T R R R AR
8.40 8.60 8.80 9.00

134.0 m/z 77.10 12.03%

270 510 77‘ 0 | '
L | A 1l | .
T \ ‘ T ‘ T ‘ T T ‘ LU ‘ \ T ‘ LU ‘ LU
m/z--> 20 40 60 80 100 120 140
Abundance #17049: Benzene, 1-methyl-4-propyl-
105.0

8.40 8.60 8.80 9.00

5000 m/z 91.00 9.83%
134.0
150 390 570 70 | |
B
m/z--> 20 40 60 80 100 120 140
Abundance #17055: Benzene, 1-methyl-4-propyl- H_m‘mwmwm,
105.0 8.40 8.60 8.80 9.00
m/z 106.10 8.62%
5000
134.0
77.0
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\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc

ALS vial : 5 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 38

R.T. EstConc Area Relative to ISTD R.T.
8.854 5.64 ng/ul 127057 1,4-Dichlorobenzene-d4 7.902
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 97
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 97
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 96
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 94
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 94
Abundance Scan 981 (8.854 min): BG062768.D\data.ms (-976) (-) m/z 119.10 100.00%
119.1 n
5000
91.1
51.0 ‘ ‘ 8.60 8.80 9.00 9.20
O bbb b 2014y 134 05 32.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 /\/\,j\
8.60 8.80 9.00 9.20
m/z 91.10  19.49%
120 \ 3?\0 520, 91‘-0 Ll
Uyl il
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
8.60 8.80 9.00 9.20
5000 m/z 105.05 14.65%
91.0
65.0 ‘
180 b o W L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0 8.60 8.80 9.00 9.20
m/z 120.10  11.15%
5000
91.0
90,990 | | | /\ ﬂ
mlz--> 20 m m %1%1%1%1%1%2% 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc

ALS vial : 5 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 22 o-Cymene Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
8.907 7.61 ng/ul 171309 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 97
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 95
4 p-Cymene 134 CleH14 000099-87-6 95
5 o-Cymene 134 C1oH14 000527-84-4 94
Abundance Scan 990 (8.907 min): BG062768.D\data.ms (-985) (-) m/z 119.10 100.00%
119.1
5000
134.0
91.1
391 651 | 8.60 8.80 9.00 9.20
\\\\‘\\\\“‘\\‘W\“\‘\\\‘H‘\\“\‘\“W\\‘\‘““\\\‘\‘\ m/Z 134.00 27.12%
m/z--> 20 40 60 80 100 120 140
Abundance #16996: o-Cymene
119.0
5000 j\/\”
8.60 8.80 9.00 9.20
91.0 134.0 m/z 91.10  16.76%
150 39-‘0 650 |
Loyl " " Iy | |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140
Abundance #16997: o-Cymene
119.0
8.60 8.80 9.00 9.20
5000 m/z 120.10 9.69%
134.0
91.0
g AN R
L [T i m I L L
B B e
miz--> 20 40 60 80 100 120 140 /\ /\
Abundance  #17105: Benzene, 1-methyl-3-(1-methylethyl)- (W R B W AL A VAT
119.0 8.60 8.80 9.00 9.20
m/z 77.10 8.93%
5000
134.0
91.0 ‘ AA
mlz--> 20 40 60 80 100 120 140 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc

ALS vial : 5 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.
9.136 62.58 ng/ul 1408900 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 91
2 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 83
3 Undecane 156 C11H24 001120-21-4 83
4 Tridecane 184 C13H28 000629-50-5 80
5 Undecane 156 C11H24 001120-21-4 72
Abundance Scan 1029 (9.136 min): BG062768.D\data.ms (-1018) (-) m/z 57.10 100.00%
57.1
5000
| % 562 8.80 9.00 9.20 9.40
\\\‘p‘d\w‘\\\\‘\\\\‘\\\“\\\\‘\\\\‘\\\\ m/z 43.10  93.36%
m/z--> 50 100 150 200 250 300 350
Abundance #33078: Undecane
43.0
5000
8.80 9.00 9.20 9.40
%5,0 m/z 41.18 44.62%
miz--> 50 100 150 200 250 300 350
Abundance #292194: Silane, trichlorooctadecyl-
57.0
RN AR REN
8.80 9.00 9.20 9.40
5000 m/z 71.10  43.89%
15.(J L1 % |1 HJQ 189.0231.0273.0315.0 _ 386.
e T T
m/z--> 50 100 150 200 250 300 350
Abundance #33081: Undecane T R
57.0 8.80 9.00 9.20 9.40
m/z 85.10 23.93%
5000
‘ ‘ P 156.0
U TS i
m/z--> 50 100 150 200 250 300 350 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc

ALS vial : 5 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 24 unknown-02 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.259 14.18 ng/ul 319264 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl-5-methyl- 148 C11H16 002050-24-0 30
2 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 25
3 3,4-Dihydro-2-[1H]quinoxalinone 148 C8H8N20 059564-59-9 18
4 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 14
5 Octane, 3-methyl- 128 C9H20 002216-33-3 14

Abundance Scan 1050 (9.259 min): BG062768.D\data.ms (-1039) (-) m/z 57.10 100.00%

57.1
105.1
5000
148.1
39 R RRAN RIS
83.2 131.1 9.00 9.20 9.40 9.60
: m/z 105.10  71.02%
miz--> 20 40 60 80 100 120 140
Abundance #26379: Benzene, 1,3-diethyl-5-methyl-
118.0
5000
91.0 148.0 9.00 9.20 9.40 9.60
m/z 119.10 64.74%
39.0 650
180 | 00 | T I
\\‘\‘\‘\‘}\"\\‘N\ \\\H‘\\“\“ ‘\}‘\\‘\\‘\\‘\
miz--> 20 80 100 120 140
Abundance #26389.Benzene,(1J—duﬂetthropyD—
119.0
9.00 9.20 9.40 9.60
5000 91.0 m/z 41.10  51.42%
41.0 148.0
BN RPN Y SN
m/z--> 20 40 60 80 100 120 140
Abundance #26813: 3,4-Dihydro-2-[1H]quinoxalinone R e BRRESEEEE
119.0 9.00 9.20 9.40 9.60
m/z 69.10  48.45%
5000 148.0
39 0 65.0 92 0
miz--> 20 0 100 120 140 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc

ALS vial : 5 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 (DEL) Alkane: Straight-Chai... Concentration Rank 75
R.T. EstConc Area Relative to ISTD R.T.
9.694 2.07 ng/ul 145024  Naphthalene-d8 10.693

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexene, 5-methyl- 98 C7H14 003524-73-0 9
2 Oxirane, 2,3-bis(1-methylethyl)-... 128 C8H160 054644-32-5 9
3 cis-2,3-Epoxyoctane 128 C8H160 023024-54-6 9
4 Butyl trifluoroacetate 170 C6H9F302 000367-64-6 9
5 1-Oxa-4-azaspiro[4.5]decan-4-oxy... 198 C10H16NO3 1000115-84-0 9

Abundance Scan 1124 (9.694 min): BG062768.D\data.ms (-1117) (-) m/z 56.10 100.00%

56.1
5000

naa A
‘ g5.q4 11111311 9.50 10.00

“\\H\‘\‘\‘\\\‘\\‘\\‘\\‘\\‘\\1\5,\7"\1\\\1‘8\5\\2 m/z 57.16 43.8200

m/z--> 60 80 100 120 140 160 180
Abundance #3731: 1-Hexene, 5-methyl-
56.0

5000 ‘9 "50‘ ‘10‘0(1"
29.0 : -

m/z 69.10 27.10%

H 83.0
\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 60 80 100 120 140 160 180
Abundance #14501. Oxirane, 2,3-bis(1-methylethyl)-, trans-
56.0

T
9.50 10.00

5000 ITI/Z 41.10 25.53%
Lo, ﬂ‘ 95.0 128.0
R e e RN
m/z--> 20 40 60 80 100 120 140 160 180

Abundance #14324: cis-2,3-Epoxyoctane — —

29.0 || 56.0 9.50 10.00
85.0 9
m/z 55.10 19.34%

5000
‘ 113.0
|

—
m/z--> 20 40 60 80 100 120 140 160 180 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc

ALS vial : 5 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 27 (DEL) Alkane: Straight-Chai... Concentration Rank 63
R.T. EstConc Area Relative to ISTD R.T.
9.841 3.17 ng/ul 221788 Naphthalene-d8 10.693

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 43
2 1-Octene, 7-methyl- 126 C9H18 013151-06-9 38
3 Cyclododecylamine 183 C12H25N 001502-03-0 38
4 1-Decene, 2-methyl- 154 C11H22 013151-27-4 38
5 2,2-Dimethyl-1,3-butanediol 118 C6H1402 000076-35-7 38
Abundance Scan 1149 (9.841 min): BG062768.D\data.ms (-1143) (-) m/z 56.05 100.00%
56.0
5000
97.1
133.1 LT LT
9.50 10.00
154.1
“W“‘Jﬁuw U%7q1851 m/z 55.10 44.51%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3732: 1-Hexene, 2-methyl-
56.0
5000 — ——
9.50 10.00
m/z 97.10 35.41%
27.0
\\\‘\m\\‘i“\\\““\\”7\7\.‘0\\\gﬁ‘.o\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13190: 1-Octene, 7-methyl-
56.0
— —
9.50 10.00
5000 ITI/Z 41.10 31.71%
83.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #57904: Cyclododecylamine “ T
56.0 9.50 10.00
m/z 57.10 24.95%
5000
30.0 »
2.0
\“ \H\ ‘\ u 871\'0 N 14\0.0 166.0
e R ma I S — —
mlz--> 20 40 60 80 100 120 140 160 180 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc

ALS vial : 5 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 62
R.T. EstConc Area Relative to ISTD R.T.
10.129 3.21 ng/ul 224257  Naphthalene-d8 10.693
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 (C24H50 000646-31-1 80
2 Octacosane 394 C28H58 000630-02-4 80
3 Tridecane, 6-propyl- 226 C16H34 055045-10-8 78
4 Undecane, 2-methyl- 170 C12H26 007045-71-8 72
5 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 72
Abundance Scan 1198 (10.129 min): BG062768.D\data.ms (-1189) (- | m/z 43.10 100.00%
43.1
o /\/A/\J\J\}\;/W
— —
‘ %9.1 10.00 10.50
ALLEass2 A3z s7.10 85.71%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #246481: Tetracosane
57.0
5000 — T
10.00 10.50
m/z 71.10 48.34%
[T 1890 2250 2810 338.0
\\\‘\\\f‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #298427: Octacosane
57.0
—— —
10.00 10.50
5000 m/z 41.10 44.02%
111111130 169.0 225.0 281.0 337.0 394.0
A i e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107222: Tridecane, 6-propyl- — —
43. 10.00 10.50
m/z 85.05 36.55%
5000
126.0 183.0
miz--> 50 100 150 200 250 300 350 400 450 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc

ALS vial : 5 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 18
R.T. EstConc Area Relative to ISTD R.T.
11.075 9.37 ng/ul 655363  Naphthalene-d8 10.693
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 Cyclohexylamine 99 C6H13N 000108-91-8 43
3 2-Methyl-1-nonene 140 C10H20 002980-71-4 43
4 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 37
5 Cyclohexylamine 99 C6H13N 000108-91-8 25

Abundance Scan 1359 (11.075 min): BG062768.D\data.ms (-1352) (+ | m/z 56.10 100.00%

5.1
5000
111.1 ~—l :
H | ‘ 100.1 11.00
b e L L S 8T m/z 71010 34.07%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #75788: 2,4-Dipropyl-5-ethyl-1,3-dioxane
56.0
5000 = :
11.00
111.0 m/z 57.10 30.75%
‘J\T‘Ilf‘\Wlf’]gg'o”’
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #3964: Cyclohexylamine
56.0
T
11.00
5000 m/z 55.10  30.33%
S R
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #20666: 2-Methyl-1-nonene — ‘
56.0 11.00
m/z 69.10  29.17%
5000
“1‘“’"’,,, el
mlz--> 0 50 100 150 200 250 300 350 400 450 11.00

SFAM-EPA-BGO90924.MA.M Mon Sep 23 02:55:06 2024 Page: 32



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc

ALS vial : 5 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 (DEL) Alkane: Straight-Chai... Concentration Rank 56
R.T. EstConc Area Relative to ISTD R.T.
11.721 4.07 ng/ul 284320 Naphthalene-d8 10.693
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 72
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 64
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 64
4 Tetradecane, 4-methyl- 212 C15H32 025117-24-2 59
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 53

Abundance Scan 1469 (11.721 min): BG062768.D\data.ms (-1464) (-~ | m/z 57.10 100.00%

57.1
5000

99.2
|

155.1
I \“h“\ U \“‘\“L ‘\“\‘\ T “‘\ L I B B m/Z 71.10 90.77%

m/z--> 50 100 150 200 250
Abundance #22091: Octane, 2,6-dimethyl-
57.0

5000

‘ 113.0 ’ ’
1\5-\0“\ U ‘ “\ ‘VM T “ T ‘ \“ T T T ‘ T T T T ‘ T T T T ’ T T T T
m/z--> 50 100 150 200 250
Abundance #90208: Dodecane, 2,6,11-trimethyl-
57.0

5000 m/z 41.10 36.28%

113.0
0, | || B0 w00
m/z--> 50 100 150 200 250

Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- —
57.0 11.50 12.00

99.0
L) 1410 1830 2390 296 M

m/z--> 50 100 150 200 250 11.50 12.00

5000
|
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc

ALS vial : 5 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 Benzene, 1-(2-butenyl)-2,3-... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
11.792 7.88 ng/ul 551111 Naphthalene-d8 10.693
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 94
2 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 94
3 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 93
4 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 93
5 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 90
Abundance Scan 1481 (11.792 min): BG062768.D\data.ms (-1474) (- | m/z 145.05 100.00%
145.1
5000
e -y
391 63.1 ‘11‘50 11.50 12.00
m_m‘_‘hwmwHH_M‘ 1840 ' m/z 160.10  56.39%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36236: Benzene, 1-(2-butenyl)-2, 3 d|methy|—
45.0
5000 —r—t e
11.50 12.00
105.0 m/z 130.05 23.77%
39.0 77.0 ‘
\\\‘\‘\\\“‘\\\\\\\\‘H‘\\\\‘h‘\\‘\h‘z\O \\\“\\\\‘\\
m/z--> 20 60 80 100 120 140 160 180
Abundance #36288: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)-
145.0
P —
11.50 12.00
5000 m/z 128.00 20.57%
770 105.0
39.0
e 0 o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36300: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)- bt ‘A‘ :
145.0 11.50 12.00
m/z 129.00 19.70%
5000
115.0
91.0 J
39.0
150 B0, 00 LAl )| e L
m/z--> 20 40 60 80 100 120 140 160 180 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc

ALS vial : 5 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 (DEL) Alkane: Straight-Chai... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
12.121 8.39 ng/ul 586780  Naphthalene-d8 10.693
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Tridecane 184 C13H28 000629-50-5 94
3 Tridecane 184 C13H28 000629-50-5 90
4 Hexadecane 226 Cl6H34 000544-76-3 90
5 Tetradecane 198 C14H30 000629-59-4 90
Abundance Scan 1537 (12.121 min): BG062768.D\data.ms (-1529) (- | m/z 57.10 100.00%
57.1
5000
85.1
=== =
12.00 12.50
— wHu el NI 412 1842 0 4310 83.96%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59025: Tridecane
57.0
5000 2 =
12.00 12.50
29.0 85.0 m/z 71.85 50.33%
\‘ L L1130 1410 184.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 40 60 80 100 120 140 160 180
Abundance #59029: Tridecane
57.0
o —
12.00 12.50
5000 m/z 41.10 41.79%
85.0
29.0
"w‘“w‘“w‘“w“‘w“u,“u,“u“‘u“‘
m/z--> 20 60 80 100 120 140 160 180
Abundance #59028: Tridecane T —
57.0 12.00 12.50
m/z 85.10 30.64%
5000 85.0
29.0
L L1120 qao 1840
| |
A B B B o P R
miz--> 20 40 60 80 100 120 140 160 180 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc

ALS vial : 5 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 37 (DEL) Alkane: Cyclicl12.150 Concentration Rank 52
R.T. EstConc Area Relative to ISTD R.T.

12.150 4.45 ng/ul 310969 Naphthalene-d8 10.693
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutane, 1-butyl-2-ethyl- 140 C10H20 1010150-67-3 38
2 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 23
3 3,4,5-Trimethyldihydrofuran-2-one 128 C7H1202 1000194-05-2 16
4 Methoxyacetic acid, 2-ethylcyclo... 200 C11H2003 1000282-69-7 12
5 Butanoic acid, 4-(acetylamino)-2... 232 C9H20ON203Si 1000506-81-1 12

Abundance Scan 1542 (12.150 min): BG062768.D\data.ms (-1540) (-~ | m/z 56.10 100.00%

56.1
5000
111.1

1574 1200 1250
133.0 199.3 ' '
w_m“w_;‘:“97"9‘;‘””_m_‘m“wwmw m/z 55.10  88.27%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #20723: Cyclobutane, 1-butyl-2-ethyl-
41.0 | 69.0
5000 ahas gk
970 12.00 12.50
m/z 69.10  73.82%

|| w00
\\“\\\}‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #75788: 2,4-Dipropyl-5-ethyl-1,3-dioxane
56.0

12.00 12.50
5000 m/z 73.10 71.41%
29.0 ‘ 111.0
145.0
85.0

e T g 1980

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14093: 3,4,5-Trimethyldihydrofuran-2-one P e
56.0 12.00 12.50

m/z 111.10  32.66%

5000
27.0 84.0
| M‘H “\ ‘ 113.0

T T
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc

ALS vial : 5 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 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 38 1-Decanol, 2-ethyl- Concentration Rank 48

R.T. EstConc Area Relative to ISTD R.T.
12.761 4.72 ng/ul 178932  Acenaphthene-di10 14.530
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decanol, 2-ethyl- 186 C12H260 021078-65-9 59
2 3-Trifluoroacetoxy-6-ethyldecane 282 C14H25F302 116436-59-0 43
3 Tridecane, 1-bromo- 262 C13H27Br 000765-09-3 43
4 Cyclobutane, 1-butyl-2-ethyl- 140 C1eH20 1010150-67-3 38
5 Cyclooctane, 1,4-dimethyl-, cis- 140 C10H20 013151-99-0 38

Abundance Scan 1646 (12.761 min): BG062768.D\data.ms (-1637) (-~ ' m/z 57.10 100.00%

57.1
5000
83.0

[
H 111.1 159.1 12.50 13.00

WWUAHH‘w_m‘“M“‘1“3’7_1”“‘““\‘1‘9?‘9”‘ m/z 41.10 56.51%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61053: 1-Decanol, 2-ethyl-
57.0

5000 T T T T T
12.50 13.00
29.0 83.0 m/z 43.10 54.10%
Ll L]0 180 1680
\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\[\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #175496: 3-Trifluoroacetoxy-6-ethyldecane
57.0
B -
12.50 13.00
m/z 55.10 52.31%
5000 83.0 /
112.0
el Al L L to00 reso
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #150340: Tridecane, 1-bromo- T T
57.0 135.0 12.50 13.00

m/z 69.10 51.16%

5000
29.0 8.0
| 0| s

— —
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc

ALS vial : 5 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 64
R.T. EstConc Area Relative to ISTD R.T.
12.932 3.11 ng/ul 118014  Acenaphthene-di10 14.530
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H99 007098-22-8 83
2 Hexacosane 366 C26H54 000630-01-3 80
3 Tridecane, 2-methyl- 198 C14H30 001560-96-9 80
4 Octacosane 394 (C28H58 000630-02-4 80
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 80
Abundance Scan 1675 (12.931 min): BG062768.D\data.ms (-1670) (- | m/z 43.10 100.00%
431
- MMA
—
if11821 13.00
‘H\"\H\‘\\“H“HH’\H\‘HH‘\H\‘HH‘\\H‘HH‘HH‘HH‘H\ m/z 57.19 82.2800
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
5000 ]
13.00
m/z 41.10 51.86%
Lz ossrossr oz 0sro smosezo
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #275538: Hexacosane
57.0
——
13.00
5000 m/z 71.10 46.09%
ALLIZT0197.0267.0 3660
e A e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #74013: Tridecane, 2-methyl- T
57.0 13.00
m/z 55.10 31.66%
5000
155.0
- ‘JJ‘e‘i‘m‘H"",H"""w""_‘H_Mwwwww —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 13.00

SFAM-EPA-BGO90924.MA.M Mon Sep 23 02:55:12 2024 Page: 38



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc

ALS vial : 5 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 53
R.T. EstConc Area Relative to ISTD R.T.
13.073 4.25 ng/ul 160946  Acenaphthene-di10 14.530
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 87
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 83
3 Octane, 2-methyl- 128 C9H20 003221-61-2 80
4 Hexacosane 366 C26H54 000630-01-3 78
5 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 72
Abundance Scan 1699 (13.072 min): BG062768.D\data.ms (-1695) (- | m/z 57.10 100.00%
57.1
5000
85.1
T \
113.1 13.00
WHw“‘H“_‘HJ‘pluH“_ua“_hﬂf‘?’j"_“1‘?‘39‘_”‘ m/z 71.10  82.14%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
5000 — ‘
13.00
290‘ 85.0 m/z 43.10 63.42%
113.0
\‘\M‘\\“‘\\\M‘\\‘M\‘1‘\\\‘\\}‘\‘\‘\\1\4.‘1\\0\\‘\\\1\8‘\3\()\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90208: Dodecane, 2,6,11-trimethyl-
57.0
T \
13.00
5000 m/z 41.10 40.76%
85.0
29.0 "
L H ! ‘ 30 1410 169.0 197.0
A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14531: Octane, 2-methyl- — ‘
43.0 13.00
m/z 85.10 31.30%
5000
71.0
miz--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc

ALS vial : 5 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.
13.360  15.49 ng/ul 587262  Acenaphthene-d10 14.530
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 94
2 Tridecane, 6-methyl- 198 C14H30 013287-21-3 87
3 Hexadecane 226 C16H34 000544-76-3 87
4 Hexadecane 226 Cl6H34 000544-76-3 86
5 Tetradecane 198 C14H30 000629-59-4 86
Abundance Scan 1748 (13.360 min): BG062768.D\data.ms (-1742) (- | m/z 57.10 100.00%
57.1
5000
85.1
— —
13.00 13.50
1131 154.0
m‘mJ“m”w”wu“_m_m_Ww_????wm m/z 43.10 82.28%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane
57.0
5000 85.0 ,‘ =
13.00 13.50
29.0 m/z 71.10 55.34%
\\\‘\‘\‘\\“\\\H“\\“\\“l‘\\\“1\\1\3\2\1\\4.‘1\9\]\62\0‘\’\]??\(\)\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74019: Tridecane, 6-methyl-
57.0
— i
13.00 13.50
5000 m/z 41.10 39.83%
85.0
29.0 126.0
d I I ‘ | 154.0 183.0
H‘_“W‘H“H‘w“u‘u“_‘u“u“H‘w“u‘u““‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane T —
57.0 13.00 13.50
m/z 85.10 35.89%
5000
85.0
29.0
“\ Ll 1130 1410 169.0 197.0 2260
— e e e P P
miz--> 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\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc

ALS vial : 5 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 35
R.T. EstConc Area Relative to ISTD R.T.
13.713 6.14 ng/ul 232612  Acenaphthene-di10 14.530
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 93
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 93
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 92
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 92

Abundance Scan 1808 (13.713 min): BG062768.D\data.ms (-1799) (- | m/z 156.05 100.00%
156.1
- j\/\ /\W
43.1 98.0 T ‘A\ L —
‘ ‘ H ‘ “ ‘ ‘ 13.50 14.00
T ‘\‘ i‘”‘\‘“‘\“‘h“‘ihm\ ”“ Mh\“h “““‘h \h T 1%1\“5\‘\] L L B B \3\8\0.\‘ m/Z 141.05 66.25%
m/z--> 50 100 150 200 250 300 350
Abundance #33144: Naphthalene, 2,7-dimethyl-
156.0
5000 ‘ f\ LN
13.50 14.00
- 770 m/z 155.10 35.91%
\‘\.‘\ i‘ \‘“\“H‘\ ‘\"I"I\ﬁ\‘TP‘I“ [‘H\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #33164: Naphthalene, 1,6-dimethyl-
156.0
Ao LWL
13.50 14.00
5000 m/z 98.05 27.06%
115.0
260 090 iyl
m/z--> 50 100 150 200 250 300 350
Abundance #33147: Naphthalene, 2,7-dimethyl- T —
156.0 13.50 14.00
m/z 109.10 21.66%
5000
63.0 115.0
SO SN I U — —
mlz--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc

ALS vial : 5 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 46 Naphthalene, 2,3-dimethyl- Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
13.854 5.52 ng/ul 209195  Acenaphthene-di10 14.530
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 95
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 95
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 95
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 94

Abundance Scan 1832 (13.854 min): BG062768.D\data.ms (-1826) (- | m/z 156.10 100.00%

156.1
5000 /\M
gaq 1150 ‘j\ A LA,
57.1 ‘ ‘ ‘ 185.1208.0 13.50 14.00
SRSERAANWHIR N ‘U;‘M\ e M/z 141.05  90.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33149: Naphthalene, 2,3-dimethyl-
156.0
5000 j\\ =t
13.50 14.00
115.0 ITI/Z 155.10 28.94%
51.0 76.0
\\\‘2\7‘\.\0\“\\“\\“‘f“\\”““\‘\‘\\“\\\‘}’\“‘\‘\\“‘\\‘U‘“\\\\’\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
L WL A,
13.50 14.00
5000 m/z 115.00  21.27%
115.0
mlz--> 20 40 60 80 100 120 140 160 180 200
Abundance #33156: Naphthalene, 1,7-dimethyl- — —
156.0 13.50 14.00

m/z 128.05 20.49%

5000
510 77.0 115.0
28.0 L bl

— T
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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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\BG091224\
BG062768.D

Sep 2024 19:02

JU/RC
¢ P3877-11DL 10X

: 5

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 47 Oxalic acid, 2-ethylhexyl i... Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.

14.618  7.02 ng/ul 266665 Acenaphthene-die 14.530
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Oxalic acid, 2-ethylhexyl isohex... 286 C16H3004 1000309-38-8 86

2 Decane, 2-methyl- 156 C11H24 006975-98-0 81
3 3-Isopropyl-6,10-dimethylundecan... 242 C16H340 1000432-47-1 78
4 Decane, 2-methyl- 156 C11H24 006975-98-0 74

5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 64

Abundance Scan 1860 (14.018 min): BG062768.D\data.ms (-1852) (+ | m/z 57.10 100.00%
57.1

5000 85.1

N

113.1 LN
141.1 14.00
b L et aess i e s7.76%

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

Abundance #181390: Oxalic acid, 2-ethylhexyl isohexyl ester
57.0

N

5000

VAN

85.0 14.00
m/z 43.10 82.13%

29.0 ‘ H 11‘2-0 1570

T O \ 243

\‘\HH\ t ‘H\\‘\\H“\H\‘H‘\\‘HH‘HH‘HH‘HH‘HH‘\H

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #33088: Decane, 2-methyl-

43.0

.

I
14.00
5000 71.0 m/z 55.10  43.50%

113.0 441 0

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

Abundance #126400: 3-Isopropyl-6,10-dimethylundecane-2-ol —
57.0 14.00

m/z 41.10 40.28%

-

5000

113.0
I H 141.0

-

85.0
196.0
20 | || 0 o

—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc

ALS vial : 5 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 3,4-Dimethyl(1H)pyrrole, 2-... Concentration Rank 46
R.T. EstConc Area Relative to ISTD R.T.
14.165 4.97 ng/ul 188549  Acenaphthene-di10 14.530
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,4-Dimethyl(1H)pyrrole, 2-[(3,4... 200 C13H16N2 065539-79-9 53
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 46
31,2,3,4,5,6,7,8-0Octahydro-1-meth... 200 C15H20 1000080-19-4 46
4 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 41
5 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 41
Abundance Scan 1885 (14.165 min): BG062768.D\data.ms (-1881) (- | m/z 185.10 100.00%
185.1
5000 72.0 128.1
ot Mamdl| | \H‘ 220 o o0 86
HHH‘\\‘\‘\“\M\H‘m\}\‘“‘HH\‘\\‘1‘\1\“\H\}‘\‘}\‘H“HH‘HH‘HH‘HH‘ m/z 179.16 86.3800

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #76010: 3,4-Dimethyl(1H)pyrrole, 2-[(3,4-dimethyl-[2H]-p
185.0

5000 SR VUG
14.00 14.50

m/z 128.05  43.54%

92.0
‘\\3\\9“‘9‘\\‘\‘H\“\‘\‘1\‘\\\\’“?%9”}1\?1‘6“8‘ ““\H““‘\\H‘\H\‘\H\‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180200 220 240 260
Abundance #45539: Naphthalene, 2,3,6-trimethyl-
170.0

T T
14.00 14.50

5000 m/z 72.05 40.63%
128.0
T et Y S
m/z--> 20 40 60 80 100 120 140160 180200 220 240 260
Abundance #76099: 1,2,3,4,5,6,7,8-Octahydro-1-methylphenanthreng s —
185.0 14.00 14.50

m/z 98.10 37.53%

5000

143.0
115.
77.0 q\ \\“ N

m/z--> 20 40 60 80100120140160180200220240260 14.00 14.50

%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91224\
Data File : BG@62768.D

Acqg On : 12 Sep 2024 19:02

Operator JU/RC

Sample : P3877-11DL 10X

Misc

ALS vial : 5 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 49 Sulfurous acid, decyl 2-eth... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

14.435  28.15 ng/ul 1066936  Acenaphthene-die 14.530

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 86

2 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 72
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 72
4 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 64
5 Pentadecane, 7-methyl- 226 Cl6H34 006165-40-8 64
Abundance Scan 1931 (14.436 min): BG062768.D\data.ms (-1926) (-~ | m/z 57.10 100.00%
57.1
—r=
‘ 1121 14.50
Ak i VLo san 2122 3970 71.10 66.80%
m/z--> 50 100 150 200 250 300 350
Abundance #241464: Sulfurous acid, decyl 2-ethylhexyl ester
57.0
5000 T
14.50
m/z 43.10 58.18%
‘ 113.0
\“\‘\“‘\‘“‘\“‘\“‘\“\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 1
m/z--> 50 100 150 200 250 300 350
Abundance #59086: Decane, 2,6,7-trimethyl-
57.0
—
14.50
5000 m/z 41.10 36.55%
“ ‘ 112.0
\\‘\“\‘\‘\“\“\h\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 1
m/z--> 50 100 150 200 250 300 350
Abundance #90208: Dodecane, 2,6,11-trimethyl- 7
57.0 14.50
m/z 55.10 21.13%
5000
113.0
m/z--> 50 100 150 200 250 300 350 14.50
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Page: 45



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc

ALS vial : 5 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 50 unknown-@3 Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
14.606 5.49 ng/ul 208197  Acenaphthene-di10 14.530
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanone, 3-methyl- 98 C6H100 001757-42-2 35
2 3-Hexene, 3-methyl-, (Z)- 98 C7H14 004914-89-0 27
3 Cyclopentanone, 3-methyl- 98 C6H100 001757-42-2 27
4 Azetidine, N-dimethylcarbamoyl- 128 C6H12N20 057031-53-5 27
5 1-Penten-3-one, 2-methyl- 98 C6H100 025044-01-3 25

Abundance Scan 1960 (14.606 min): BG062768.D\data.ms (-1954) (+ | m/z 72.10 100.00%

72.1 128.1
431
5000

199.1 PN
168.1 229.1 14.50 15.00
‘mw I H‘ oLy M‘ \\‘w ‘ Mh‘ u“ i, ‘m ‘ 27\1(

e bl el e T m/z 98.10 96.08%

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #3652: Cyclopentanone, 3-methyl-
69.0
98.0

5000 T
26.0 14.50 15.00
m/z 128.05 93.14%

M \‘\‘\ Al ‘ ‘ I
\H\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘H\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #3789: 3-Hexene, 3-methyl-, (Z)-
69.0

T —
14.50 15.00
5000 ITI/Z 69.10 73.39%
39.0 98.0

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #3633: Cyclopentanone, 3-methyl- — —
69.0 14.50 15.00
98.0 m/z 43.10 54.47%
i L
m/z--> 20 40 60 80 100120140160180200220240260 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc

ALS vial : 5 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 51 (3,5-Difluorophenyl)diethyl... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.677 18.94 ng/ul 717827  Acenaphthene-di10 14.530
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (3,5-Difluorophenyl)diethylamine 185 C10OH13F2N 1000306-62-9 58
2 3,4-Dimethyl(1H)pyrrole, 2-[(3,4... 200 C13H16N2 065539-79-9 52
3 4'-(1-Pyrroyl)acetophenone 185 C12H11NO 022106-37-2 52
4 1H-Pyrazole, 5-(t-butyl)-3-phenyl- 200 C13H16N2 1000261-34-8 49
51,2,3,4,5,6,7,8-Octahydro-1-meth... 200 C15H20 1000080-19-4 49

Abundance Scan 1972 (14.676 min): BG062768.D\data.ms (- 1966) (- |'m/z 185.10 100.00%

185.
5000
155.1 -

55. —
28.0 1450 15.00
“‘_‘?ﬂ?u“H??R‘JR?R“»‘ww‘mwmt‘_ﬁ‘wp?ﬂ 170.05  69.02%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59747: (3,5- D|f|uorophenyl)d|ethylam|ne
70.0
5000 142.0

14.50 15.00

113.0 m/z 200.10  29.82%
28.0 63.0 ‘
\\\‘\1\\‘\\\\“\\\\‘\\\\‘\\\“\‘\‘\\\‘H\\\‘!‘\\‘\\‘\M\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #76010: 3,4-Dimethyl(1H)pyrrole, 2-[(3,4-dimethyl-[2H]-p
185.0 J\
\ \‘\ \‘\
14.50 15.00
5000 m/z 155.10 18.71%
30 650 %0 110 1560 |
\H‘HH‘HH\‘H\\‘\H\‘\Hu‘“\1‘\\“‘\m“‘\m‘\m‘\m
mlz--> 20 40 60 80 100 120 140 160 180 200
Abundance #59924: 4'-(1-Pyrroyl)acetophenone R I —
185.0 14.50 15.00
m/z 186.10  14.89%
5000 142.0
115.0
57.0 85.0 ‘
280 T | L | ‘

A
m/z--> 20 40 60 80 100 120 140 160 180 200 1450 1500
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc

ALS vial : 5 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 52 Naphthalene, 1,6,7-trimethyl- Concentration Rank 55

R.T. EstConc Area Relative to ISTD R.T.
14.923 4.15 ng/ul 157318  Acenaphthene-di10 14.530
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 90
2 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 89
3 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 89
4 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 87
5 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 81

Abundance Scan 2014 (14.923 min): BG062768.D\data.ms (-2011) (- | m/z 155.05 100.00%
155.1
431 69.1 981 128.1 T
183.2 15.00
m/z 170.10 97.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45537: Naphthalene, 1,6,7-trimethyl-
170.0
5000
15.00
m/z 98.10  25.40%
) 76. 128.0
\\\‘\‘2\7‘\\0\“\5\1“\.\0“‘} \‘\?U‘OHU\ TT ‘2\.\()\‘\ ‘ \‘J‘\ \“h\ \‘ ‘\“i“\ T ‘ TTTT ‘ TT1
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45541: Naphthalene, 1,4,6-trimethyl-
170.0
—
15.00
5000 m/z 43.10 24.62%
510 84.0 128.0 I |
R A L e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45543: 3-(2-Methyl-propenyl)-1H-indene T
155.0 15.00
m/z 41.10 24.59%
5000
115.0
0 760 ‘ ‘
miz--> 20 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\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc

ALS vial : 5 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 4b,5,6,7,8,8a,9,10-0ctahydr... Concentration Rank 60
R.T. EstConc Area Relative to ISTD R.T.
15.094 3.47 ng/ul 131691  Acenaphthene-di10 14.530
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4b,5,6,7,8,8a,9,10-0ctahydro-1-m... 200 C15H20 1000080-19-3 93
2 (Z)-2-(Hexa-2,4-diyn-1-ylidene)-... 200 C13H1202 004575-53-5 49
3 .alpha.-Calacorene 200 C15H20 021391-99-1 47
4 1,2,3,4,4a,9,10,10a-(trans-4a,10... 200 C14H160 021656-46-2 46
5 (Z)-2-(Hexa-2,4-diyn-1-ylidene)-... 200 C13H1202 004575-53-5 30

Abundance Scan 2043 (15.094 min): BG062768.D\data.ms (-2040) (- | m/z 200.10 100.00%
0.1

|

et
15.00

2222 n/7 157.10  57.29%
miz—> 20 40 60 80 100 120 140 160 180 200 220

Abundance #76103: 4b,5,6,7,8,8a,9,10-Octahydro-1-methylphenanth
200.0

1571

5000

%

157.0

3

5000 T
15.00
m/z 143.00  49.47%

128.0

91.0
R L

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75953: (Z)-2-(Hexa-2,4-diyn-1-ylidene)-1,6-dioxaspiro[4
200.0

3

T
115.0 15.00
m/z 128.05 37.62%

5000

-

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

Abundance #76090: .alpha.-Calacorene T

157.0 15.00
m/z 129.05 30.46%
h \AJ\wAAW%JVkAJ\MNMWW

200.0
115.0
o mo 0"
R o R R R S A a ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc

ALS vial : 5 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 54 1,2,3,4,5,6,7,8-Octahydro-1... Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.
15.217 4.82 ng/ul 182700  Acenaphthene-di10 14.530
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,2,3,4,5,6,7,8-Octahydro-1-meth... 208 C15H20 1000080-19-4 53
2 2-Acetyl-6-methoxynaphthalene 200 C13H1202 003900-45-6 50
3 Silane, trimethyl-2-naphthalenyl- 200 C13H16Si 018052-85-2 46
4 1,8,10-Triazatricyclo[7.4.0.0{2,... 185 C10H7N30 1000410-52-4 46
5 5-Thiazolecarboxylic acid, 2,4-d... 185 C8H11NO2S 007210-77-7 43
Abundance Scan 2064 (15.217 min): BG062768.D\data.ms (-2061) (1 | m/z 185.10 100.00%
185.1
5000
g 1 157.1 T ‘ T T ‘ T
39.1 ! ‘ ‘ 105.0 12{“3'0 ‘H ‘ ‘ ‘ 205.2 15.00 15.50
et e WO L L2052 170,10 42.90%
m/z--> 20 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 Siviot —
15.00 15.50
143.0 m/z 200.10 32.80%
115.0 ‘
‘\\\\‘\\\\‘\\7\?"()\\\\‘\\\‘\‘\‘\H\\‘h}\\\h‘\\‘\\“\‘\l{“\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #75920: 2-Acetyl-6-methoxynaphthalene
185.0 j\
/\ T ‘ T T T ‘ T
15.00 15.50
5000 m/z 157.18  25.52%
157.0
43.0 114.0
ol 80 L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #76014: Silane, trimethyl-2-naphthalenyl- T —
185.0 15.00 15.50
m/z 186.10 16.24%
5000
43“0\ 730 1030\ 12\90\ 1550\\ m‘\ 1 A
R R S s gt
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc

ALS vial : 5 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 55 Naphthalene, 1,4,6-trimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.293  20.64 ng/ul 782401  Acenaphthene-di10 14.530
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 55
2 Methyl 2-diethylamino-3-methyl-b... 185 C1@H19NO2 075122-81-5 50
3 Cyclopropane, 1l-methoxy-2,2-dime... 200 C14H160 1000271-83-0 50
4 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 45
5 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 45

Abundance Scan 2077 (15.293 min): BG062768[Ndamrns(2071)0 m/z 185.10 100.00%
18b.
5000
155.1 —4 —
15.00 15.50
391 770 m
LA et ‘1‘0‘2‘9“ ‘ nlu w“‘u il L 073 m/z 170.10  83.94%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #45541: Naphthalene, 1,4,6-trimethyl-
170.0
5000 WiV —
15.00 15.50
m/z 200.05 33.15%
51.0 84 0 12§ .0 ‘
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ ‘\\\\‘\\\\‘\\\\‘\\
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #59776: Methyl 2-diethylamino-3-methyl-but-2-enoate
170.0 j\
e i o~
126.0 15.00 15.50
87.0 o
5000 ITI/Z 155.10 21.68%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #76082: Cyclopropane, 1-methoxy-2,2-dimethyl-3-(2-phe co e
185.0 15.00 15.50
m/z 186.10 15.27%
5000 115.0
630 | Ul
m/z--> 40 60 80 100 120 140 160 180 200 220 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc

ALS vial : 5 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 56 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.387 16.49 ng/ul 624950  Acenaphthene-di10 14.530
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 Cl16H34 000544-76-3 90
2 Nonadecane 268 C19H40 000629-92-5 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Tetradecane 198 C14H30 000629-59-4 86
5 Pentadecane, 7-methyl- 226 Cl6H34 006165-40-8 86
Abundance Scan 2093 (15.387 min): BG062768.D\data.ms (-2085) (-~ | m/z 57.10 100.00%
57.1
- 5 W\ML&
— —
h 131 1451 196.0 226.2 15.00 15.50
Obrrehd g U145 19602262 0 4310 76.60%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #107218: Hexadecane
57.0
5000 — C
15.00 15.50
290 850 m/z 71.10  57.60%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158600: Nonadecane
57.0
— —
15.00 15.50
m/z 85.10  37.31%
5000 85.0
29.0
“ h | | 113.0141.0169.0197.0 268.(
A L R RdiRAasananaruaas e
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #123961: Heptadecane = ]
57.0 15.00 15.50
m/z 41.10 36.21%
5000
T N/\/W\AN\/;/\\/
‘ L 1301101680 240.0
‘W‘H‘HH‘H‘WH‘w‘Hw‘H‘_H‘_‘HM‘H‘HH‘H‘WH‘W‘H‘ P e
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc

ALS vial : 5 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 57 (DEL) Alkane: Straight-Chai... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
15.793 7.41 ng/ul 280970  Acenaphthene-di10 14.530
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 3-methyl- 198 C14H30 006418-41-3 64
2 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 52
3 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 46
4 Octane, 2,5,6-trimethyl- 156 C11H24 062016-14-2 43
5 3-Methyl-4-(methoxycarbonyl)hexa... 184 C9H1204 1010104-10-8 41
Abundance Scan 2162 (15.793 min): BG062768.D\data.ms (-2157) (1 | m/z 57.10 100.00%
57.1
o M
— —
‘ 81 1131 41.4.169.1 2011 15.50 16.00
O bbb b et L 2390 s 43,10 41.15%
m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance #74014: Tridecane, 3-methyl-
57.0
5000 She e
15.50 16.00
29.0 85.0 m/z 71.10 36.56%
169.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59066: Undecane, 2,5-dimethyl-
57.0
— —
15.50 16.00
5000 m/z 41.10  20.97%
29.0 112.0
85.0
e PO aroten0
m/z--> 20 40 60 80 100120 140160 180 200 220 240
Abundance #141076: Pentadecane, 2,6,10-trimethyl- — —
57.0 15.50 16.00
m/z 85.10 15.90%
5000
85.0
290 113.0
L M%4a10 183051102300
e e A e e T e C o
m/z--> 20 40 60 80 100120140 160 180 200 220 240 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc

ALS vial : 5 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 51
R.T. EstConc Area Relative to ISTD R.T.
15.887 4.51 ng/ul 170807  Acenaphthene-di10 14.530
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 22
2 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 22
3 Benzenamine, 2,3,4,5,6-pentamethyl- 163 C11H17N 002243-30-3 18
4 5-Fluoro-3-(piperidin-4-yl)-1H-i... 218 C13H15FN2 149669-43-2 15
5 1-Ethyl-3-propyladamantane 206 C15H26 019385-94-5 11

Abundance Scan 2178 (15.887 min): BG062768.D\data.ms (-2173) (- | m/z 71.10 100.00%
431 711 163.1

2181
5000 105.1

3

131.1

‘ ‘ 188.1 15.50 16.00
- il \,‘M ;M‘\U‘H‘U Ay m/z 163.05  99.38%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90206: Dodecane, 2,6,10-trimethyl-
57.0
5000 T
15.50 16.00
29.0 85.0 m/z 43.18  92.79%
AL d | e
1 1l

155.0 183.0206.0

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

¥

Abundance #90207: Dodecane, 2,6,10-trimethyl-
57.0
15.50 16.00
5000 85.0 m/z 57.10 65.64%
29.0 0
ol e e ST
m/z--> 20 40 60 80 100 120 140 160 180 200 220
— —

Abundance #38750: Benzenamine, 2,3,4,5,6-pentamethyl-
163.0 15.50 16.00

m/z 218.10  58.08%

5000

39.0 g50 91.0 13‘10
W bl il |
‘\H\‘HH’HH‘HH‘HH‘HH‘\ R RS R EE R

m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50 16.00

%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc

ALS vial : 5 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 2-Methylidene-hydrazono-3-m... Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
16.163 5.57 ng/ul 310583  Phenanthrene-d10 17.279
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylidene-hydrazono-3-methyl... 225 C9H8CIN3S 1000147-91-3 50
2 Phenol, 4-chloro-2,6-bis(1,1-dim... 240 C14H21Cl0 004096-72-4 46
3 Naphthalene, 2,6-bis(1,1-dimethy... 240 C18H24 003905-64-4 46
4 6,7-Dihydro-2-isopropylamino-8-m... 225 C9H15N502 1000101-98-2 46
5 2-Methylidenehydrazono-3-methyl-... 225 C9H8CIN3S 1000147-91-6 46

Abundance Scan 2225 (16.163 min): BG062768.D\data.ms (-2220) (- | m/z 225.05 100.00%
2251

5000 169.1197.1

1~ =
770 115.0 16.00 16.50

39.1 281.( 9
l m/z 240.10  41.42%
miz--> 20 40 60 80 100120 140160 180200 220 240 260 280

)

Abundance #105989: 2-Methylidene-hydrazono-3-methyl-5-chloro-2,:
5000 197.0 USRI L N

225.0
16.00 16.50
m/z 169.10 37.34%

148.0
42\.0 Ll 1050 | \“ \‘ ‘ |

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #123380: Phenol, 4-chloro-2,6-bis(1,1-dimethylethyl)-

225.0
— ——
16.00 16.50
5000 m/z 197.10 36.58%
57.0
‘ 115.0 165.0 197.0
S S T
m/z--> 20 40 60 80 100120140160 180200220240260280
Abundance #123983: Naphthalene, 2,6-bis(1,1-dimethylethyl)- ol

MOy el
225.0 16.00 16.50

m/z 170.10  35.44%

5000
57.0

PRy T
m/z--> 20 40 60 80 100120140160180200220240260280 16.00 16.50

29.0 91.0 1280 167.0195.0
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc

ALS vial : 5 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 15
R.T. EstConc Area Relative to ISTD R.T.
16.245 10.44 ng/ul 581786  Phenanthrene-d10 17.279
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Tetradecane 198 C14H30 000629-59-4 96
3 Heptadecane 240 C17H36 000629-78-7 95
4 Tridecane 184 C13H28 000629-50-5 94
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 86
Abundance Scan 2239 (16.245 min): BG062768.D\data.ms (-2235) (- | m/z 57.10 100.00%
57.1
o i M\Ah/
1600  16.50
113.1 169.1 : .
om_‘Hwh‘H”w‘m“w_‘1”4‘1”2”_mﬂ?"?ﬂw?‘f’?l m/z 43.10  76.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123960: Heptadecane
57.0
85.0
5000 —— e
16.00 16.50
m/z 71.10 57.02%
H | 701410 169.0 1970 2400
H\‘HH‘\H\‘H\\‘\H\‘\H\‘\\H‘HH‘HH‘\H\‘\H\‘\H\‘\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74005: Tetradecane
57.0
—— —
16.00 16.50
5000 85.0 m/z 85.10  40.80%
29.0
b 0w sg 1080
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123959: Heptadecane — —
57.0 16.00 16.50
m/z 41.10  35.95%
5000 85.0
29.
h 11301410 169.0196.0 2400
H‘_‘H‘HH‘H‘W‘HW‘H‘_‘HM‘H‘H‘WH‘W‘H‘_H‘_“ P e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91224\
Data File : BG@62768.D

Acqg On : 12 Sep 2024 19:02

Operator JU/RC

Sample : P3877-11DL 10X

Misc

ALS vial : 5 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 62 unknown-04 Concentration Rank 58

R.T. EstConc Area Relative to ISTD R.T.
16.592 3.60 ng/ul 200767  Phenanthrene-di10 17.279
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Naphthalene, 2,7-bis(1,1-dimethy... 240 C18H24 010275-58-8 46
2 Naphthalene, 2,6-bis(1,1-dimethy... 240 C18H24 003905-64-4 45
3 phenol, 4-(2-methyl-5-benzoxazol... 225 C14H11NO2 1000396-31-2 38
4 Benzenamine, 5-imidazo[1,2-a]lpyr... 240 C13H12N40 1010337-85-8 35
5 2-Thia-3,5,6-triazaacenanthrylen... 225 C12H7N3S 209617-42-5 35

Abundance Scan 2298 (16.592 min): BG062768.D\data.ms (-2293) (- | m/z 225.10 100.00%
225.1
57.1
5000 170.1
16.50 Ao
97.1 129.0 | ‘ . 283¢ : -
g by m/z 57.10 52.45%
m/z--> 50 100 150 200 250
Abundance  #123980: Naphthalene, 2,7-bis(1,1-dimethylethyl)-
225.0
5000 — :
57.0 16.50
m/z 240.10  45.99%
91.0 ... 1520 ‘
1\5\0‘\ ‘\‘ T . \“ 4 ‘122\0‘ L h‘ \19\§‘.O‘r T \‘ T
miz—-> 50 100 150 200 250
Abundance  #123983: Naphthalene, 2,6-bis(1,1-dimethylethyl)-
225.0 JW
ISURWAPPLIRW L%
16.50
5000 m/z 170.10 42.09%
57.0
27.0| 91.0 128.0 165019‘50‘ |
T T T T ‘ T T T T “\ T ‘\ ‘ T T T T ‘ T T T T ‘ T T T
miz—> 50 100 150 200 250
Abundance #105516: phenol, 4-(2-methyl-5-benzoxazolyl)- T ‘
225.0 16.50
m/z 183.10 41.60%
5000
156.0
wo 770 " \\
e S b ——
miz--> 50 100 200 250 16.50

SFAM-EPA-BGO90924.MA.M Mon Sep 23 02:55:33 2024
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091224\
BG062768.D

: 12 Sep 2024 19:02
JU/RC
¢ P3877-11DL 10X

: 5

Quant Method
Quant Title

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 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 63 (DEL) Alkane: Straight-Chai... Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
17.038 9.24 ng/ul 514786  Phenanthrene-d10 17.279
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 87
3 Hexadecane 226 C1l6H34 000544-76-3 87
4 Tridecane, 6-propyl- 226 C1l6H34 055045-10-8 87
5 Heptadecane 240 C17H36 000629-78-7 86

Abundance Scan 2374 (17.038 min): BG062768.D\data.ms (-2370) (+~ | m/z 57.10 100.00%
57.1
17.00 |
‘ 113.1141.0 '
obrdb b oy (TPIA410 18212112 2542 43 00 7445y
miz--> 20 40 60 80 100120140160 180200220240 260
Abundance #158600: Nonadecane
57.0
5000 — ‘
85.0 17.00
29.0 m/z 71.10 58.96%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #141070: Heptadecane, 8-methyl-
57.0
RN \
85.0 17.00
5000 m/z 85.10 40.76%
126.0
154.0
| L), 183.0211.0239.0
wH‘w‘Hw‘uw‘H‘_H‘_H‘_‘H_‘H_‘H,HH‘H‘WH‘WH‘W
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #107218: Hexadecane T
57.0 17.00
m/z 41.10 32.42%
5000
85.0
29.0
‘\ ‘ L 4 ‘ 113.0141.0169.0197.0 226.0
e e b e e e e —
miz--> 20 40 60 80 100120140160 180200220240 260 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc

ALS vial : 5 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 3-Methyl-4-(methoxycarbonyl... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
17.091 6.85 ng/ul 381711 Phenanthrene-d10 17.279
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Methyl-4-(methoxycarbonyl)hexa... 184 C9H1204 1010104-10-8 90
2 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 76
3 2-Bromotetradecane 276 C14H29Br 074036-95-6 74
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 72
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 72
Abundance Scan 2383 (17.091 min): BG062768.D\data.ms (-2379) (+ ' m/z 57.10 100.00%
57.1
184.0 e :
H 113.1141.0 ‘ 1312421 17.00
eprrrefbrtr b b P L miz 71,10 73.31%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59577: 3-Methyl-4-(methoxycarbonyl)hexa-2,4-dienoic g
57.0
97.0 155 g
184.0 T
5000 17.00
m/z 43.10 51.64%
158.0
‘F
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #45506: Decane, 3,6-dimethyl-
57.0
T T
17.00
m/z 85.10  39.08%
5000 85.0
290 113.0
141.0
mlz--> 20 40 60 80 100120140160180200220240260
Abundance #168307: 2-Bromotetradecane T
57.0 17.00
m/z 41.10 30.84%
85.0
5000
29.0
) Do s
PR 1 1 . . |
e e e e e e e e P
m/z--> 20 40 60 80 100120140160180200220240260 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc

ALS vial : 5 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 Silane, dimethyl(3-ethylphe... Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.

17.567 5.35 ng/ul 297948  Phenanthrene-di10 17.279
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Silane, dimethyl(3-ethylphenoxy)... 224 C12H2002Si 1000347-46-1 76
2 4,6-Diaminoresorcinol, N,N,N',N'... 224 C12H20N202 1000494-57-0 53
31,5, 6,7—Tetramethyl—3—phenylbicy... 224 C17H20 126584-00-7 52
4 1H-1,3-Benzimidazole, 5-methoxy-... 224 C14H12N20 1000350-62-4 50
5 7-Methyl-6,8-bis(methylthio)pyrr... 224 C1@H12N2S2 084201-40-1 47

Abundance Scan 2464 (17.567 min): BG062768.D\data.ms (-2459) (- | m/z 224.05 100.00%
2241

5000 179.0

57.1
85.1

) S

1280 \\\H\ \‘\ \ 26‘5.1\ 1750
il ol

Al st m/z 209.10  84.17%
miz—> 20 40 60 80 100120140160 180200220 240260280

Abundance  #104041: Silane, dimethyl(3-ethylphenoxy)ethoxy-
209.0

—

5000 165.0 17.50

m/z 179.00 41.07%

82.0
450 M I ‘H \. i \‘ \‘w ‘\ ‘\

’HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘ ARRERRRERRRRN RN

m/z--> 20 40 60 80 100120140 160180200220240260280

Abundance #104012: 4,6-Diaminoresorcinol, N,N,N',N',0,0'-hexakis-
224.0

-

17.50
5000 1830 m/z 165.00 30.14%

42.0

820 122. ‘ ‘k930 |
el gl \H‘ i hh‘ |

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #104631: 1,5,6,7-Tetramethyl-3-phenylbicyclo[3.2.0]hept — ‘
209.0 17.50

m/z 225.10 28.76%

%

5000

179.0

41.0 91.0 ‘ ‘
[ w \‘M h\‘ M‘ L I

m/z--> 20 40 60 80 100 120 140 160 180200220240260280 17.50

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc

ALS vial : 5 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 24
R.T. EstConc Area Relative to ISTD R.T.
17.779 7.89 ng/ul 439918 Phenanthrene-d10 17.279
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Heptadecane 240 C17H36 000629-78-7 93
3 Octacosane 394 C28H58 000630-02-4 90
4 Eicosane 282 C20H42 000112-95-8 90
5 Tridecane, 2-methyl- 198 C14H30 001560-96-9 87
Abundance Scan 2500 (17.779 min): BG062768.D\data.ms (-2495) (- | m/z 57.10 100.00%
57.1
9.0 — —
17.50 18.00
141.1183.1225.1
AL h“ TSl SN L E— m/z 43.10  72.25%
m/z--> 50 100 150 200 250 300 350
Abundance #123961: Heptadecane
57.0
5000 T —
17.50 18.00
F m/z 71.10  64.37%
“ \“\“‘ \‘\1\4\1‘0\118\3\(‘)\\2\4.9‘0\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #123960: Heptadecane
57.0
— —
17.50 18.00
5000 m/z 85.10 42.84%
9.0
150 | ‘ | u‘ | 14101830 2490
““‘ At
m/z--> O 100 150 200 250 300 350
Abundance #298427: Octacosane — —
57.0 17.50 18.00
m/z 41.10 33.81%
- V\/M/\/(\J\,J\\M
il H | 141 0183.0225.0 281.0 337.0 394.
B e S e e e e
miz--> 50 100 150 200 250 300 350 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc

ALS vial : 5 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 45
R.T. EstConc Area Relative to ISTD R.T.
18.466 5.05 ng/ul 281627  Phenanthrene-di10 17.279
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Tridecane, 2-methyl- 198 C14H30 001560-96-9 91
5 Hexadecane 226 C16H34 000544-76-3 90
Abundance Scan 2617 (18.466 min): BG062768.D\data.ms (-2613) (- | m/z 57.10 100.00%
57.1
70 meqwuwhﬂAMAWWMMMAA
——
99.1 18.50
141.1 209.0
o d ) 14111751209.02432 2811 0 4310 69.27%
m/z--> 50 100 150 200 250
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
5000 — T
18.50
m/z 71.10 59.74%
99.0 140.0
182.0
T ‘\“““‘\ H‘ ‘\h‘ h“ o !‘ T \“\ T \2\26\0\ T T T
miz--> 50 100 150 200 250
Abundance #194588: Heneicosane
57.0
——
18.50
5000 m/z 85.10 43.51%
99.0
150, ||| | 110 1830 2250 296
e L A e
m/z--> 50 100 150 200 250
Abundance #141056: Octadecane —
57.0 18.50
m/z 41.10  29.42%
5000
‘ 99.0
260) [ |1 ) 1410 1830 | 2540 -
m/z--> 50 100 150 200 250 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc

ALS vial : 5 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 69 (DEL) Alkane: Straight-Chai... Concentration Rank 54
R.T. EstConc Area Relative to ISTD R.T.
19.101 4.16 ng/ul 231749  Phenanthrene-di10 17.279
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 Cl16H34 000544-76-3 95
2 Hexadecane 226 C16H34 000544-76-3 93
3 Hexadecane 226 C16H34 000544-76-3 91
4 Hexadecane 226 C16H34 000544-76-3 90
5 Octadecane 254 C18H38 000593-45-3 87

Abundance Scan 2725 (19.101 min): BG062768.D\data.ms (-2721) (+ ' m/z 57.10 100.00%

57.1
5000

—
99.0 19.00 19.50
141.1 211.0
— h Ligg tat 2100 2641 828 4310 72.46%
m/z--> 50 100 150 200 250 300
Abundance #107218: Hexadecane
57.0
5000 — —
19.00 19.50

m/z 71.10 62.77%

23;”\‘ L | “‘9?-0‘ 141.0 183.0 226.0
L T T ‘ T T T ‘ TT T ‘ T T L ‘ T L T ‘ T L T ‘ T L
m/z--> 50 100 150 200 250 300
Abundance #107216: Hexadecane
57.0

—
19.00 19.50

5000 m/z 85.10 49.66%
99.0
S.d A H\ i ] ?4\1(? 183.0 226'0
e o T AL B e e e
m/z--> 50 100 150 200 250 300
Abundance #107217: Hexadecane — —
57.0 19.00 19.50

m/z 41.10  29.88%

- MM
L] o

L TTT, 141.0 183.0 226.0

—
m/z--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc

ALS vial : 5 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 70 (DEL) Alkane: Straight-Chai... Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
20.211 4.52 ng/ul 273510  Chrysene-di12 21.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 89
2 Tritetracontane 605 C43H88 007098-21-7 87
3 Octacosane 394 C28H58 000630-02-4 81
4 Eicosane 282 C20H42 000112-95-8 81
5 Pentacosane 352 C25H52 000629-99-2 81

Abundance Scan 2914 (20.211 min): BG062768.D\data.ms (-2910) (+~ | m/z 57.10 100.00%

57.1
5000

—
20.00 20.50

72 oagp 3231

"‘Jwrww‘mH‘?HO‘w\wm_wam,ww m/z 43.10  71.32%

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #107221: Tridecane, 7-propyl-
43.0

5000 T —
20.00 20.50
140.0 m/z 71.10 64.69%
\\‘\"\l\\‘\A‘H\!\‘H\l\‘Z%G\\?\H\‘HH‘\\H‘\H\‘HH‘HH’\\H‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346740: Tritetracontane
57.0
— —
20.00 20.50
5000 m/z 85.10 50.32%
l } JPHR 197.0 267.0 337.0  463.0 533.0 604.
e R R R R AR R R e e e e AR
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #298427: Octacosane — —
57.0 20.00 20.50

m/z 41.10 33.18%

- WMW

| ?701970 281.0  394.0

— —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91224\
Data File : BG@62768.D

Acqg On : 12 Sep 2024 19:02

Operator JU/RC

Sample : P3877-11DL 10X

Misc

ALS vial : 5 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 71 (DEL) Alkane: Straight-Chai... Concentration Rank 74

R.T. EstConc Area Relative to ISTD R.T.
20.705 2.09 ng/ul 126219  Chrysene-di12 21.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 3-Ethyl-2,6,10-trimethylundecane 226 Cl16H34 1000432-25-9 87

2 Decane, 1-iodo- 268 C1loOH21I 002050-77-3 83
3 Heptacosane 380 C27H56 000593-49-7 83
4 10-Methylnonadecane 282 C20H42 056862-62-5 83
5 Tetracosane 338 C24H50 000646-31-1 83

Abundance Scan 2998 (20.705 min): BG062768.D\data.ms (-2994) (+ | m/z 57.10 100.00%

57.1
5000

-
20.50 21.00

141.1 264.0

‘ A, “ doy. 181022112640 3089 3551 /7 43,10 69.06%

m/z--> 50 100 150 200 250 300 350
Abundance #107247: 3-Ethyl-2,6,10-trimethylundecane
57.0

5000 — —
20.50 21.00

m/z 71.10 64.78%

113.0
183.0
m/z--> 100 150 200 250 300 350
Abundance #157264: Decane, 1-iodo-
57.0

T
20.50 21.00

5000 m/z 85.10 47.17%
90 155.0
‘\HH L eeso
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane — —
57.0 20.50 21.00

m/z 41.10  29.83%

- W
J ‘ | F ‘1410183022502670 3230 380.!(

— —
m/z--> 50 100 150 200 250 300 350 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc

ALS vial : 5 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 72 Oxalic acid, 2-ethylhexyl t... Concentration Rank 57
R.T. EstConc Area Relative to ISTD R.T.
21.192 3.66 ng/ul 221542  Chrysene-di12 21.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, 2-ethylhexyl tetrad... 398 C24H4604 1000309-39-7 80
2 Hexadecane, 7-methyl- 240 C17H36 026730-20-1 76
3 Oxalic acid, 2-ethylhexyl isohex... 286 C16H3004 1000309-38-8 72
4 Decane, 2-methyl- 156 C11H24 006975-98-0 70
5 Oxalic acid, dodecyl 2-ethylhexy... 370 C22H4204 1000309-39-5 64
Abundance Scan 3081 (21.192 min): BG062768.D\data.ms (-3077) (-~ | m/z 57.10 100.00%
57.1
o (LAJ\V\W
112.1 I —r—
1] ‘ 1561 197 1 23“3-2 2820 ‘ 21.00 21.50
obd dd g | 199 1971 | (2829 363, 7116 71.61%
m/z--> 50 100 150 200 250 300 350
Abundance  #301083: Oxalic acid, 2-ethylhexyl tetradecyl ester
57.0
5000 —— s
21.00 21.50
112.0 m/z 43.10 70.48%
241.0
\“\ ‘\h “\ “‘\‘ \““‘ \‘ ‘h‘ \‘h\ T \1‘53.\0 \1?6‘0\\ T \‘ ‘ L ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #123968: Hexadecane, 7-methyl-
57.0
— —
21.00 21.50
5000 m/z 70.10 40.63%
112.0
‘ ‘ 154.0
A e
miz--> 50 100 150 200 250 300 350
Abundance #181390: Oxalic acid, 2-ethylhexyl isohexyl ester : ; : :
57.0 21.00 21.50
m/z 55.10 32.70%
5000
112.0
157.0
UL e e e e
mlz--> 50 100 150 200 250 300 350 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91224\
Data File : BG@62768.D

Acqg On : 12 Sep 2024 19:02

Operator : JU/RC

Sample : P3877-11DL 10X

Misc

ALS vial : 5 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 73 (DEL) Alkane: Straight-Chai... Concentration Rank 72
R.T. EstConc Area Relative to ISTD R.T.
21.721 2.20 ng/ul 133052  Chrysene-di12 21.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Heneicosane 296 C21H44 000629-94-7 94
3 Eicosane 282 C20H42 000112-95-8 93
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
5 Pentacosane 352 C25H52 000629-99-2 87
Abundance Scan 3171 (21.721 min): BG062768.D\data.ms (-3166) (- | m/z 57.10 100.00%
57.1
70 \vajk/w/\
‘ 9.1 2150 22,00
41.2  196.9239.2 . 358.0 . -
i u‘“‘ A, ““ | 1 e ??‘ “2“8‘1‘9‘ G m/z 43.10  70.87%
m/z--> 0 50 100 150 200 250 300 350
Abundance #194588: Heneicosane
57.0
5000 —— ——
21.50 22.00
9.0 m/z 71.10 58.14%
150, |||, 141018302250 2960
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
— —
21.50 22.00
5000 m/z 85.10 40.90%
‘ 9.0
41.
150 | 111 410mms0ms0 2900
m/z--> 0 50 100 150 200 250 300 350
Abundance #176386: Eicosane — —
57.0 21.50 22.00
m/z 41.10 25.01%
- WW
9.0
“ ‘ | F | 141.0183.0225.0 282.0
A B e R A — ——
m/z--> 0 50 100 150 200 250 300 350 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc

ALS vial : 5 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 75 (DEL) Alkane: Straight-Chai... Concentration Rank 65
R.T. EstConc Area Relative to ISTD R.T.
22.297 2.97 ng/ul 179758  Chrysene-di12 21.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 64
2 Dodecane 170 C12H26 000112-40-3 64
3 Dodecane 170 C12H26 000112-40-3 60
4 Dodecane 170 C12H26 000112-40-3 58
5 Octadecane 254 C18H38 000593-45-3 50
Abundance Scan 3269 (22.297 min): BG062768.D\data.ms (-3263) (- | m/z 57.10 100.00%
57.1
5000 1711 wawmmMAWJ\WMWMAWNMM
113.1 5500 R
22.00 22.50
ol “\L‘ J“m (o 2000 2542 341t T oe 631y
m/z--> 50 100 150 200 250 300
Abundance #45478: Dodecane
57.0
5000 — ——
22.00 22.50
L} m/z 43.15 60.25%
8.0 170.0
1\5'\0‘\ ‘\“‘“‘\ ‘!‘ \“‘\ H‘ i T 1 L B B B
m/z--> 50 100 150 200 250 300
Abundance #45481: Dodecane
57.0
—— —
22.00 22.50
5000 m/z 171.10  44.91%
99.0 170.0
m/z--> 50 100 150 200 250 300
Abundance #45479: Dodecane ot ek rucljdeyansy
43.0 22.00 22.50
m/z 85.10 39.29%
5000
85.0
\‘\‘ u12101790
\\\‘\\‘\\‘\‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\ \‘\ \‘\
m/z--> 50 100 150 200 250 300 22.00 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91224\
Data File : BGO62768.D

Acqg On : 12 Sep 2024 19:02
Operator : JU/RC

Sample : P3877-11DL 10X
Misc :

ALS vial : 5 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|

(DEL) Alkane: S... 5.928 27.9 ng/ul 628389 1 7.902 450237 20.0
Oxalic acid, cy... 6.186 7.1 ng/ul 159383 1 7.902 450237 20.0
(DEL) Alkane: S.. 6.398 5.5 ng/ul 124404 1 7.902 450237 20.0
(DEL) Alkane: S.. 6.468 7.7 ng/ul 173314 1 7.902 450237 20.0
(DEL) Alkane: C.. 6.551 9.9 ng/ul 223970 1 7.902 450237 20.0
(DEL) Alkane: S.. 6.809 5.7 ng/ul 127732 1 7.902 450237 20.0
(DEL) Alkane: S.. 6.903 10.9 ng/ul 245640 1 7.902 450237 20.0
(DEL) Alkane: S.. 6.962 12.1 ng/ul 272803 1 7.902 450237 20.0
Benzene, 1-ethy... 6.997 9.7 ng/ul 219352 1 7.902 450237 20.0
Benzene, 1,2,3-... 7.132 7.5 ng/ul 169501 1 7.902 450237 20.0
Benzene, 1l-ethy... 7.297 8.1 ng/ul 182321 1 7.902 450237 20.0
(DEL) Alkane: S... 7.532 77.9 ng/ul 1753700 1 7.902 450237 20.0
unknown-01 7.826 7.2 ng/ul 161852 1 7.902 450237 20.0
1-Isobutoxy-2-e... 7.967 18.3 ng/ul 412071 1 7.902 450237 20.0
Mesitylene 8.020 8.2 ng/ul 185323 1 7.902 450237 20.0
(DEL) Alkane: C.. 8.196 6.9 ng/ul 154964 1 7.902 450237 20.0
(DEL) Alkane: S.. 8.437 14.1 ng/ul 316830 1 7.902 450237 20.0
(DEL) Alkane: S... 8.495 5.7 ng/ul 129291 1 7.902 450237 20.0
(DEL) Alkane: S... 8.672 11.1 ng/ul 250369 1 7.902 450237 20.0
Benzene, 1-meth... 8.707 8.5 ng/ul 191050 1 7.902 450237 20.0
Benzene, 2-ethy... 8.854 5.6 ng/ul 127057 1 7.902 450237 20.0
o-Cymene 8.907 7.6 ng/ul 171309 1 7.902 450237 20.0
(DEL) Alkane: S... 9.136 62.6 ng/ul 1408900 1 7.902 450237 20.0
unknown-02 9.259 14.2 ng/ul 319264 1 7.902 450237 20.0
(DEL) Alkane: S... 9.694 2.1 ng/ul 145024 2 10.693 1398260 20.0
(DEL) Alkane: S... 9.841 3.2 ng/ul 221788 2 10.693 1398260 20.0
(DEL) Alkane: S... 10.129 3.2 ng/ul 224257 2 10.693 1398260 20.0
2,4-Dipropyl-5-... 11.075 9.4 ng/ul 655363 2 10.693 1398260 20.0
(DEL) Alkane: S... 11.721 4.1 ng/ul 284320 2 10.693 1398260 20.0
Benzene, 1-(2-b... 11.792 7.9 ng/ul 551111 2 10.693 1398260 20.0
(DEL) Alkane: S... 12.121 8.4 ng/ul 586780 2 10.693 1398260 20.0
(DEL) Alkane: C... 12.150 4.5 ng/ul 310969 2 10.693 1398260 20.0
1-Decanol, 2-et... 12.761 4.7 ng/ul 178932 3 14.530 758143 20.0
(DEL) Alkane: S... 12.932 3.1 ng/ul 118014 3 14.530 758143 20.0
(DEL) Alkane: S... 13.073 4.3 ng/ul 160946 3 14.530 758143 20.0
(DEL) Alkane: S... 13.360 15.5 ng/ul 587262 3 14.530 758143 20.0
Naphthalene, 2,... 13.713 6.1 ng/ul 232612 3 14.530 758143 20.0
Naphthalene, 2,... 13.854 5.5 ng/ul 209195 3 14.530 758143 20.0
Oxalic acid, 2-... 14.018 7.0 ng/ul 266005 3 14.530 758143 20.0
3,4-Dimethyl(1H... 14.165 5.0 ng/ul 188549 3 14.530 758143 20.0
Sulfurous acid,... 14.436 28.1 ng/ul 1066930 3 14.530 758143 20.0
unknown-03 14.606 5.5 ng/ul 208197 3 14.530 758143 20.0
(3,5-Difluoroph... 14.677 18.9 ng/ul 717827 3 14.530 758143 20.0
Naphthalene, 1,... 14.923 4.2 ng/ul 157318 3 14.530 758143 20.0
4b,5,6,7,8,8a,9... 15.094 3.5 ng/ul 131691 3 14.530 758143 20.0
1,2,3,4,5,6,7,8... 15.217 4.8 ng/ul 182700 3 14.530 758143 20.0
Naphthalene, 1,... 15.293 20.6 ng/ul 782401 3 14.530 758143 20.0
(DEL) Alkane: S... 15.387 16.5 ng/ul 624950 3 14.530 758143 20.0
(DEL) Alkane: S... 15.793 7.4 ng/ul 280970 3 14.530 758143 20.0
(DEL) Alkane: S... 15.887 4.5 ng/ul 170807 3 14.530 758143 20.0
2-Methylidene-h... 16.163 5.6 ng/ul 310583 4 17.279 1114480 20.0
(DEL) Alkane: S... 16.245 10.4 ng/ul 581786 4 17.279 1114480 20.0
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unknown-04 16.592 3.6 ng/ul 200767 4 17.279 1114480
(DEL) Alkane: S... 17.038 9.2 ng/ul 514786 4 17.279 1114480
3-Methyl-4-(met... 17.091 6.8 ng/ul 381711 4 17.279 1114480
Silane, dimethy... 17.567 5.3 ng/ul 297948 4 17.279 1114480
(DEL) Alkane: S... 17.779 7.9 ng/ul 439918 4 17.279 1114480
(DEL) Alkane: S.. 18.466 5.0 ng/ul 281627 4 17.279 1114480
(DEL) Alkane: S.. 19.101 4.2 ng/ul 231749 4 17.279 1114480
(DEL) Alkane: S.. 20.211 4.5 ng/ul 273516 5 21.521 1209510
(DEL) Alkane: S... 20.705 2.1 ng/ul 126219 5 21.521 1209510
Oxalic acid, 2-... 21.192 3.7 ng/ul 221542 5 21.521 1209510
(DEL) Alkane: S... 21.721 2.2 ng/ul 133052 5 21.521 1209510
(DEL) Alkane: S... 22.297 3.0 ng/ul 179758 5 21.521 1209510
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