LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc :

ALS Vvial : 10 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-BG100723.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO59354.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.788 63 68 76 rVB4 50397 92804 1.91% 0.131%
2 3.964 94 98 104 rvV 61700 100016 2.06% 0.141%
3 4.469 177 184 188 rBV 92934 156611 3.22% 0.221%
4 4.604 203 207 217 rVB3 63035 119205 2.45% 0.168%
5 4.769 229 235 242 rVB 106887 169937 3.50% 0.240%
6 4.851 242 249 253 rBv4 54262 104948 2.16% 0.148%
7 5.033 274 280 285 rBV 138586 197142 4.06% 0.279%
8 5.133 289 297 303 rVB 91216 181582 3.74% 0.257%
9 5.198 303 308 311 rBVS 38265 74627 1.54% 0.105%
10 5.274 317 321 325 rW 138659 200717 4.13% 0.284%
11  5.321 325 329 336 rVV2 304005 488875 10.07% 0.691%
12 5.462 346 353 357 rVW2 143136 272054 5.60% 0.384%
13 5.503 357 360 365 rVB2 65206 96719 1.99% 0.137%
14 5.568 365 371 379 rVB2 236820 422045 8.69% ©.596%
15 5.662 379 387 391 rBV2 69096 129328 2.66% 0.183%
16 5.815 405 413 417 rBv4 52508 102460 2.11% 0.145%
17 5.862 417 421 427 rVB2 74099 114745 2.36% 0.162%
18 5.950 430 436 441 rVB 145645 231970 4.78%  0.328%
19 6.009 441 446 456 rBv2 230914 517653 10.66% 0.732%
20 6.097 456 461 469 rVB 509280 779832 16.06% 1.102%
21 6.167 469 473 478 rVB 284618 409305 8.43% 0.578%
22 6.220 478 482 485 rBv2 107548 157990 3.25% 0.223%
23 6.291 491 494 501 rVB3 71567 114276 2.35% 0.162%
24  6.391 505 511 514 rBV2 359284 636983 13.12% 0.900%
25 6.432 515 518 524 rVB 332276 487307 10.03% 0.689%
26 6.514 529 532 541 rVB2 299871 631130 13.00% 0.892%
27 6.608 541 548 551 rBV 274217 432568 8.91% 0.611%
28 6.684 551 561 566 rBV3 1829505 3579672 73.71% 5.059%
29 6.737 566 570 574 rBv2 265584 489943 10.09% 0.692%
30 6.796 574 580 586 rVB 1738994 2899299 59.70% 4.097%
31 6.902 594 598 604 rVB 332294 485896 10.00% 0.687%
32 6.978 604 611 613 rBV3 297511 544451 11.21% 0.769%
33 7.084 626 629 632 rBV 92007 112047 2.31% 0.158%
34 7.125 632 636 639 rBV 207426 269756 5.55% 0.381%
35 7.166 639 643 649 rVB2 582174 913539 18.81% 1.291%

36 7.231 650 654 655 rBV3 126613 162119  3.34%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc :

ALS Vvial : 10 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-BG100723.MA.M
Title : SVOA CALIBRATION
37 7.319 661 669 682 rVB3 1239347 2751693 56.66%  3.889%
38 7.454 687 692 693 rBV 261298 359253  7.40% 0.508%
39 7.478 694 696 704 rVB3 401794 613858 12.64% 0.868%
40 7.554 704 709 713 rBv4 459921 829067 17.07% 1.172%
41 7.607 714 718 722 rVB4 391379 624217 12.85% ©.882%
42 7.648 722 725 729 rBV2 745008 991005 20.41% 1.401%
43 7.730 736 739 745 rVB4 449794 754305 15.53% 1.066%
44 7.783 745 748 755 rVB3 237864 412954 8.50% ©.584%
45 7.848 756 759 762 rBvV2 153209 200012 4.12% 0.283%
46 7.889 762 766 771 rBV2 333774 576592 11.87% 0.815%
47 7.942 771 775 778 rBV 279818 400723  8.25% 0.566%
48 8.959 787 795 797 rBV5 381194 869787 17.91%  1.229%
49 8.124 798 806 814 rVB2 2448367 4856577 100.00% 6.864%
50 8.218 816 822 828 rVB3 434708 945455 19.47%  1.336%
51 8.294 832 835 838 rVB2 176470 198795 4.09% 0.281%
52 8.341 838 843 847 rBV3 650209 1212344 24.96% 1.713%
53 8.406 851 854 859 rvB2 569995 783074 16.12% 1.107%
54 8.465 860 864 868 rBV 893077 1380905 28.43% 1.952%
55 8.576 878 883 886 rBv3 281977 509652 10.49% 0.720%
56 8.682 896 901 905 rBV4 347788 651389 13.41% 0.921%
57 8.741 906 911 921 rVB4 648435 1417740 29.19% 2.004%
58 8.847 923 929 933 rBV2 396670 768355 15.82% 1.086%
59 9.046 957 963 974 rVB4 827978 1889168 38.90% 2.670%
60 9.252 993 998 1000 rBV2 448570 713062 14.68%  1.008%
61 9.299 1002 1006 1016 rVB4 792187 2106565 43.38% 2.977%
62 9.387 1017 1021 1022 rBV3 223640 307855 6.34% 0.435%
63 9.505 1037 1041 1045 rBV3 262370 476345 9.81% 0.673%
64 9.634 1056 1063 1073 rVB4 427171 1161083 23.91% 1.641%
65 9.804 1085 1092 1095 rBV3 547352 1024355 21.09% 1.448%
66 9.839 1095 1098 1103 rVB 501259 777764 16.01% 1.099%
67 9.939 1109 1115 1125 rVB4 496234 1083354 22.31% 1.531%
68 10.033 1125 1131 1136 rBvV2 202327 374638 7.71% 0.529%
69 10.116 1137 1145 1154 rVV6 512452 1512797 31.15% 2.138%
70 10.210 1154 1161 1170 rVB5 579998 1391067 28.64% 1.966%
71 10.304 1171 1177 1184 rBV8 191361 404524  8.33% 0.572%
72 10.427 1192 1198 1204 rVV 483001 900491 18.54% 1.273%
73 10.492 1205 1209 1213 rVB4 90550 148479 3.06% 0.210%
74 10.674 1233 1240 1246 rBV3 377528 820669 16.90% 1.160%
75 10.838 1265 1268 1273 rBV5 71396 97828 2.01% 0.138%

76 11.073 1302 1308 1312 rBV2 232304 428640 8.83% 0.606%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc :

ALS Vvial : 10 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-BG100723.MA.M
Title : SVOA CALIBRATION
77 11.126 1312 1317 1325 rVB2 374868 759025 15.63% 1.073%
78 11.214 1326 1332 1343 rVB2 286196 634379 13.06% ©.897%
79 11.702 1410 1415 1422 rVB6 67358 128467 2.65% 0.182%
80 11.984 1459 1463 1468 rVB2 68134 105441 2.17% 0.149%
81 14.258 1844 1850 1855 rVB 662024 929761 19.14% 1.314%
82 14.375 1864 1870 1878 rBV 84900 185491 3.82% 0.262%
83 14.452 1879 1883 1891 rVB2 54490 93184 1.92% 0.132%
84 14.569 1897 1903 1911 rVB 733521 1175561 24.21% 1.661%
85 14.863 1947 1953 1960 rVWV 359497 556434 11.46% 0.786%
86 15.057 1980 1986 1993 rBV2 55702 107637 2.22% 0.152%
87 15.850 2115 2121 2128 rBV 1033682 1533306 31.57% 2.167%
88 15.962 2134 2140 2146 rBV 386748 549616 11.32% 0.777%
89 16.491 2226 2230 2235 rVB4 41240 74144 1.53% 0.105%
90 17.613 2416 2421 2426 rVB 453078 686682 14.14% 0.970%
91 17.713 2432 2438 2451 rBV2 1156814 1687907 34.76%  2.385%
92 18.435 2556 2561 2570 rBV 342407 524823 10.81% 0.742%
93 19.693 2771 2775 2782 rBV 301156 369955 7.62% 0.523%
94 19.986 2820 2825 2831 rBV 1376424 1890890 38.93% 2.672%
95 21.914 3147 3153 3162 rVB2 438498 728275 15.00% 1.029%
96 24.246 3546 3550 3557 rVB4 65382 134767 2.77%  0.190%
97 25.151 3694 3704 3716 rBV2 701277 2002160 41.23%  2.830%
98 25.257 3718 3722 3732 rVB 101865 242264  4.99%  0.342%
99 25.398 3736 3746 3755 rVB2 263911 812921 16.74% 1.149%
100 26.479 3923 3930 3938 rVB4 81290 239903 4.94% 0.339%

Sum of corrected areas: 70758980
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG059354.D\data.ms
8.124
2500000

2000000 6.65%6

1500000

1000000

500000

3.78964 446 S D 11.702.984
0 ‘ T \JTIA‘/\\ T T ‘ TT \/W T T ‘ T \‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ’ T

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG059354.D\data.ms

2500000

2000000

1500000 19.986
17.713

1000000

21.914

500000 18.435 19.693

R S e R e S

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG059354.D\data.ms

2500000

2000000

1500000

1000000
25.151

500000
5.398

24.246 25.2 26.479

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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: Cyclic4.469 Concentration Rank 65
R.T. EstConc Area Relative to ISTD R.T.
4.469 3.31 ng/ul 156611 1,4-Dichlorobenzene-d4 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3-dimethyl- 112 C8H16 000591-21-9 87
2 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 86
3 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 86
4 1H-Pyrazole, 4,5-dihydro-3,4,5-t... 112 C6H12N2 022591-95-3 72
5 1H-Pyrazole, 4,5-dihydro-3,4,5-t... 112 C6H12N2 022591-95-3 72
Abundance Scan 184 (4.469 min): BG059354.D\data.ms (-177) (-) m/z 97.10 100.00%
55.1 97.1
5000 M
R ARERRRLE Lo
‘ ‘ 158.0 193.9 309, 4.20 4.40 4.60 4.80
ol Addy Ll 15801939 3090 .o 5519 96.53%
miz--> 50 100 150 200 250 300
Abundance #7612: Cyclohexane, 1,3-dimethyl-
55.0 97.0
5000
4.20 4.40 4.60 4.80
m/z 41.10  28.32%
|

o

1\5 \d“\ ‘ “ ““1‘ \‘ - T ‘ T . T T T ‘ L L ‘ L L ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #7678: Cyclohexane, 1,3-dimethyl-, cis-
550 97.0 AWJK

4.20 4.40 4.60 4.80
5000 m/z 56.10  22.69%

50 || |,

g

0 S
miz--> 50 100 150 200 250 300
Abundance #7670: Cyclohexane, 1,3-dimethyl-, cis-
55.0 97.0 4.20 4.40 4.60 4.80
m/z 112.10 19.93%
5000
0222
m/z--> 50 100 150 200 250 300 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 2 (DEL) Alkane: Cyclic4.604 Concentration Rank 67
R.T. EstConc Area Relative to ISTD R.T.
4.604 2.52 ng/ul 119205 1,4-Dichlorobenzene-d4 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 2-isopropyl-1,3-di... 140 C10H20 032281-85-9 72
2 1-Octene, 6-methyl- 126 C9H18 013151-10-5 59
3 4-Undecene, 6-methyl- 168 C12H24 1000061-85-4 56
4 trans-1,3-Diethylcyclopentane 126 C9H18 1000113-87-1 56
5 6-Oxabicyclo[3.1.0]hexane 84 C5H80 000285-67-6 47

Abundance Scan 207 (4.604 min): BG059354.D\data.ms (-203) (-) m/z 55.10 100.00%

55.1
5000

4.20 4.40 4.60 4.80 5.00

112.0169.9 268.8325.1 4 175184
o AlA[51201699 26883261 4617518 To; 16 51.08%
miz--> O 100 150 200 250 300 350 400 450 500
Abundance #20767: Cyclopentane, 2-isopropyl-1,3-dimethyl-
558.0
5000 B e e
4.20 4.40 4.60 4.80 5.00
m/z 56.10 45.31%
“ ‘ ‘ 125.0

o

\\\\‘\\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #13185: 1-Octene, 6-methyl- )\K
55.0

L A R B BN

4.20 4.40 4.60 4.80 5.00
m/z 41.10 41.93%

5000
il
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #43509: 4-Undecene, 6-methyl- Mﬁ\ A VA S d
55.0 4.20 4.40 4.60 4.80 5.00
m/z 83.15 36.95%
5000
IS
o
m/z--> 50 100 150 200 250 300 350 400 450 500 4.20 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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: Cyclic4.769 Concentration Rank 60
R.T. EstConc Area Relative to ISTD R.T.
4.769 3.59 ng/ul 169937 1,4-Dichlorobenzene-d4 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 94
2 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 94
3 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 91
4 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 91
5 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 91
Abundance Scan 235 (4.769 min): BG059354.D\data.ms (-229) (-) m/z 55.10 100.00%

55.1
5000

22 EVARILAVA YL lad Vi
Hl‘ | 1732 256.9 3760 asg, | 20400480500
Op b ) [ 1732 2869 8760 488 .. 9710 71.57%
miz—> 0 50 100 150 200 250 300 350 400 450
Abundance #7691: Cyclohexane, 1,3-dimethyl-, trans-
97.0
5000
41.0 4.40 4.60 4.80 5.00

m/z 41.05 30.93%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #7690: Cyclohexane, 1,3-dimethyl-, trans-
55.0

4.40 4.60 4.80 5.00

o

5000 ITI/Z 56.05 30.08%
112.0
NINT 1| 11—
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #7685: Cyclohexane, 1,3-dimethyl-, trans- Pt e
55.0 4.40 4.60 4.80 5.00
m/z 39.10  19.31%
5000
112.0
o,‘l“ S VA
m/z--> 0 50 100 150 200 250 300 350 400 450 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 4 (DEL) Alkane: Cyclic4.851 Concentration Rank 71
R.T. EstConc Area Relative to ISTD R.T.
4.851 2.22 ng/ul 104948 1,4-Dichlorobenzene-d4 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 87
2 1H-Pyrazole, 4,5-dihydro-3,5,5-t... 112 C6H12N2 003975-85-7 81
3 Cyclohexane, 1,3-dimethyl-, trans— 112 C8H16 002207-03-6 80
4 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 80
5 2-Pyrazoline, 1,4,5-trimethyl- 112 C6H12N2 007423-11-2 74
Abundance Scan 249 (4.851 min): BG059354.D\data.ms (-242) (-) m/z 55.10 100.00%

55.1

97.1
5000 M
460 4.80 5.00 5.20
130.9 165.8 :
‘“ u‘\ \‘H\ My 1L 248.1 297.

SN Y VP A W M MR -4 B m/z 97.10 74.77%

m/z--> 100 150 200 250
Abundance #7684:Cydohexane,12-dkneﬂwb,uans-
55.0 97.0
5000

4.60 4.80 5.00 5.20
m/z 41.10 39.12%

1\5 .\OH\ h \‘ T “ T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘
miz--> 50 100 150 200 250
Abundance #7156: 1H-Pyrazole, 4,5-dihydro-3,5,5-trimethyl-
7T i)

4.60 4.80 5.00 5.20

o

o

5000 56.0 m/z 56.10 35.92%
:
miz--> 50 100 150 200 250
Abundance #7685: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0 4.60 4.80 5.00 5.20

m/z 43.10 23.75%

- ﬂjkjkjkxﬂﬂ
15. OH h hh\ 1

m/z--> 50 100 150 200 250 4.60 4.80 5.00 5.20

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 58
R.T. EstConc Area Relative to ISTD R.T.
5.033 4.17 ng/ul 197142  1,4-Dichlorobenzene-d4 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2-methyl- 128 C9H20 003221-61-2 86
2 Octane, 2-methyl- 128 C9H20 003221-61-2 78
3 Octane, 2-methyl- 128 C9H20 003221-61-2 64
4 Octane, 2-methyl- 128 C9H20 003221-61-2 64
5 Hexadecane 226 C16H34 000544-76-3 59
Abundance Scan 280 (5.033 min): BG059354.D\data.ms (-274) (-) m/z 43.10 100.00%
43.1
- M
 asmanmseEERE L
1131 05, 2672 sa. 4.80 5.00 5.20 5.40
ol bl 298 2888 3672 584 m/z 57.10  67.83%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14530: Octane, 2-methyl-
43.0
5000 ”"'/\HH‘HH‘HH‘HH‘\H
4.80 5.00 5.20 5.40
m/z 41.10 33.80%
H ‘ 130
O \\\\‘J‘\l\f\‘\J\‘W\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14534: Octane, 2-methyl-
43.0
4.80 5.00 5.20 5.40
5000 m/z 42.10 29.10%
113.0
0 ‘H‘ulm\““‘Wm,uwm“mWH,W_WW‘
m/z--> 50 100 150 200 250 300 350 400 450 500 //\
Abundance #14524: Octane, 2-methyl- R R ARaEaRRAE
43.0 4.80 5.00 5.20 5.40
m/z 71.15 24.86%
5000
H ‘ 1130
Y
m/z--> 50 100 150 200 250 300 350 400 450 500 4.80 5.00 5.20 5.40

SFAM-EPA-BG100723.MA.M Mon Oct 09 ©5:54:17 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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 unknown-01 Concentration Rank 59
R.T. EstConc Area Relative to ISTD R.T.
5.133 3.84 ng/ul 181582 1,4-Dichlorobenzene-d4 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Borinic acid, diethyl- 86 C4H11BO 004426-31-7 47
2 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 45
3 Butane, 1-chloro-2-methyl- 106 C5H11Cl 000616-13-7 38
4 Octane, 3-methyl- 128 C9H20 002216-33-3 36
5 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 28
Abundance Scan 297 (5.133 min): BG059354.D\data.ms (-289) (-) m/z 57.10 100.00%
57.1
e R ERARREEEESENEE
l 4.80 5.00 5.20 5.40
Obrrbiht (1280 2137 2811 3088 401 w/z 43.10  34.67%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #1840: Borinic acid, diethyl-
57.0
5000
4.80 5.00 5.20 5.40
m/z 41.10 28.85%
O \"\\I“\\\“\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #14561: Heptane, 2,5-dimethyl-
57.0
R R Raas s RRRRS
4.80 5.00 5.20 5.40
5000 m/z 56.10 20.17%
0 ““‘J‘Ml‘m\l‘z‘?:q‘m_m_mwH_m_m_m
miz--> 50 100 150 200 250 300 350 400 450 /\A
Abundance #5676: Butane, 1-chloro-2-methyl- P
57.0 4.80 5.00 5.20 5.40
m/z 39.10 9.76%
5000
m/z--> 50 100 150 200 250 300 350 400 450 4.80 5.00 5.20 5.40

SFAM-EPA-BG100723.MA.M Mon Oct 09 ©5:54:18 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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: Cyclic5.274 Concentration Rank 55
R.T. EstConc Area Relative to ISTD R.T.
5.274 4.25 ng/ul 200717 1,4-Dichlorobenzene-d4 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 64
2 3,4-Dimethyl-2-hexene 112 C8H16 002213-37-8 58
3 Oxalic acid, cyclohexyl pentyl e... 242 C13H2204 1000309-30-6 58
4 Oxalic acid, dicyclohexyl ester 254 C14H2204 1000309-30-9 53
5 Oxalic acid, cyclohexyl ethyl ester 200 C10H1604 1000309-30-2 53

Abundance Scan 321 (5.274 min): BG059354.D\data.ms (-317) (-) m/z 55.10 100.00%

55.1
- MM
M e
L] 112.2 5.00 5.20 5.40 5.60
Ofrhbd | 2080 8210 4%. . g31p 87.89%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #7537: Cyclohexane, ethyl-
83.0
5000
5.00 5.20 5.40 5.60
m/z 41.10 42.27%
27.
0\\”\‘\“‘\“}\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #7556: 3,4-Dimethyl-2-hexene
55.0
A R
5.00 5.20 5.40 5.60
5000 m/z 82.10 40.06%
112.0
0 "H‘Ll“‘w”ww“m,mwmwmwm‘mwmwm ‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #125686: Oxalic acid, cyclohexyl pentyl ester H“‘H“‘H“‘Hﬁﬁ‘ﬂ\
83.0 5.00 5.20 5.40 5.60
m/z 39.10 14.51%
5000
G Lo
0 \\“\‘\‘H‘%m‘\\H,HH‘HH‘HH‘HH‘HH‘HH‘HH‘\ R ARARsAREEEEEE
m/z--> 0 50 100 150 200 250 300 350 400 450 5.00 5.20 5.40 5.60

SFAM-EPA-BG100723.MA.M Mon Oct 09 ©5:54:19 2023 Page: 11



Data Path : Z:\
Data File : BGO

Library Search Compound Report

svoasrv\HPCHEM1\BNA_G\Data\BG100723\
59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS vial : 10

Quant Method
Quant Title

TIC Library
TIC Integration

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.MA.M
: SVOA CALIBRATION

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: Cyclic5.321

Concentration Rank 36

R.T. EstConc Area Relative to ISTD R.T.
5.321 10.34 ng/ul 488875 1,4-Dichlorobenzene-d4 8.230
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclohexane,
2 Cyclooctane,
3 Cyclohexane,
4 Cyclohexane,
5 Cyclohexane,

2-ethyl-1,3-dimethyl- 140 C10H20

007045-67-2 72
016538-93-5 64
001795-27-3 59
001839-63-0 53
003073-66-3 50

55.1

butyl- 168 C12H24
1,3,5-trimethyl-, (... 126 C9H18
1,3,5-trimethyl- 126 C9H18
1,1,3-trimethyl- 126 C9H18

Abundance Scan 329 (5.321 min): BG059354.D\data.ms (-325) (-)
111.1

m/z--> 0 50

5000
0 H L “‘ 200.9 264.1 326.7 532.i
I LA B o R e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #20756: Cyclohexane, 2-ethyl-1,3-dimethyl-
69.0
5000
‘{} 140.0
O’\\L‘\‘J\J \‘\\l\‘{\\l‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #43496: Cyclooctane, butyl-
69.0
5000
O,HJJJJA&i‘u“u‘,u“_"w“u,‘u“u“_“w“‘

100 150 200 250 300 350 400 450 500

Abundance #13306
69

5000

: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.
.0

126.0

m/z 111.10 100.00%

—

5.00 5.20 5.40 5.60

m/z 69.10 84.48%

-

5.00 5.20 5.40 5.60

m/z 55.10 81.68%

=

5.00 5.20 5.40 5.60

m/z 41.10  49.56%

=

5.00 5.20 5.40 5.60

m/z 56.10 45.01%

3

0lrh “I L
mlz--> 0 50

100 150 200 250 300 350 400 450 500

5.00 5.20 5.40 5.60

SFAM-EPA-BG100723.MA.M Mon Oct 09 ©5:54:20 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
5.462 5.75 ng/ul 272054 1,4-Dichlorobenzene-d4 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 5,6-dimethyl- 170 C12H26 001636-43-7 78
2 Hexane, 3-ethyl- 114 C8H18 000619-99-8 74
3 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 72
4 Hexane, 3-ethyl- 114 C8H18 000619-99-8 72
5 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 64
Abundance Scan 353 (5.462 min): BG059354.D\data.ms (-346) (-) m/z 43.10 100.00%
43.1
5000
84.1 A e e
‘ ‘ H ‘ 5.20 5.40 5.60 5.80
ol d L tamo o amia ses g 10 26,32
miz--> 0 50 100 150 200 250 300
Abundance #45510: Decane, 5,6-dimethyl-
43.0
5000 84.0 R S EREER T

5.20 5.40 5.60 5.80
m/z 41.10 21.64%

ol i ‘ H 127.0 170.0
‘ LI T \ T T T UL ‘ T T T ‘ L ‘ LI
miz--> 0 100 150 200 250 300
Abundance #8625: Hexane, 3-ethyl-
43.0
R AR AR
5.20 5.40 5.60 5.80
5000 m/z 84.10 21.24%
85.0
(WL S N E—
m/z--> 0 50 100 150 200 250 300
Abundance #14553: Heptane, 2,3-dimethyl- e ABBRRREEEaE T
43.0 5.20 5.40 5.60 5.80
m/z 85.20 20.35%
5000
84.0
o me
m/z--> 0 50 100 150 200 250 300 5.20 5.40 5.60 5.80

SFAM-EPA-BG100723.MA.M Mon Oct 09 ©5:54:22 2023 Page: 13



Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG100723\

Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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 10 (DEL) Alkane: Straight-Chai... Concentration Rank 74
R.T. EstConc Area Relative to ISTD R.T.
s.5e3 2.05 ng/ul 96719 1,4-Dichlorobenzene-dd  8.230
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 octane, 2,5,6-trinethyl- 156 1124 062016-14-2 64

2 Octane, 3-methyl- 128 C9H20 002216-33-3 59
3 Octane, 4,5-dipropyl- 198 C14H30 020905-05-9 53
4 Tridecane, 3-methyl- 198 C14H30 006418-41-3 53
5 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 52
Abundance Scan 360 (5.503 min): BG059354.D\data.ms (-357) (-) m/z 57.10 100.00%
57.1
5000
SO S
128.2182.0 270.4 354.0 500.: 5.20 5.40 5.60 5.80
o S e s m/z 43.10  72.40%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #33099: Octane, 2,5,6-trimethyl-
57.0
5000 UL B B L I B |
5.20 5.40 5.60 5.80
m/z 41.10 42.18%
O\\JL‘J“\‘\I\J\I‘]TZ\?.\O‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14537: Octane, 3-methyl-
57.0
S
5.20 5.40 5.60 5.80
5000 m/z 56.10 35.15%
A
b e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #74021: Octane, 4,5-dipropyl- R A
57.0 5.20 5.40 5.60 5.80
m/z 55.10 25.03%
5000
[l],| 1550
e N
m/z--> 50 100 150 200 250 300 350 400 450 500 5.20 5.40 5.60 5.80

SFAM-EPA-BG100723.MA.M Mon Oct 09 ©5:54:23 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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 (DEL) Alkane: Cyclic5.568 Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
5.568 8.93 ng/ul 422045  1,4-Dichlorobenzene-d4 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 94
2 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 74
3 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 58
4 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 58
5 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 49
Abundance Scan 371 (5.568 min): BG059354.D\data.ms (-365) (-) m/z 111.10 100.00%

55.0 111.1

5000

—

‘ ‘ 5.20 5.40 5.60 5.80
RN 2185 396.1 521. ' 'm/z 55.85 96.63%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13298: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.

o

111.0
55.0
5000 L L L L L I L B
5.20 5.40 5.60 5.80
‘ ‘ m/z 69.10 78.97%
()J“‘“l‘Al \‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13256: Cyclohexane, 1,2,4-trimethyl-
69.0
N RARRRR=wRaTEIE
5.20 5.40 5.60 5.80
5000 m/z 41.10 53.29%
126.0
O‘JWM,
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13257: Cyclohexane, 1,3,5-trimethyl- e R e
69.0 5.20 5.40 5.60 5.80
m/z 56.10 39.26%
5000
126.0
oWH‘“H“‘ e Ay Vet s e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 5.20 5.40 5.60 5.80

SFAM-EPA-BG100723.MA.M Mon Oct 09 ©5:54:24 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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 12 (DEL) Alkane: Straight-Chai... Concentration Rank 66

R.T. EstConc Area Relative to ISTD R.T.
5.662 2.74 ng/ul 129328 1,4-Dichlorobenzene-d4 8.230
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-ethyl- 128 C9H20 015869-80-4 64
2 Heptane, 4-(1-methylethyl)- 142 C1eH22 052896-87-4 50
3 Heptane, 4-propyl- 142 C1leH22 003178-29-8 45
4 Dodecane, 6-methyl- 184 C13H28 006044-71-9 45
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 45
Abundance Scan 387 (5.662 min): BG059354.D\data.ms (-379) (-) m/z 57.10 100.00%
57.1
5000
e A BRARRREEE LS
‘ || 98"1 107 2363 sz, 5.40 5.60 5.80 6.00
bbb S 2T 205 m/z 43.18 49.53%
miz-> 50 100 150 200 250 300
Abundance #14536: Heptane, 3-ethyl-
57.0
5000 UL LN BN B B
5.40 5.60 5.80 6.00
98.0 m/z 41.05 27.42%
0
miz--> 50 100 150 200 250 300
Abundance #22132: Heptane, 4-(1-methylethyl)-
57.0
R AREEER RS
5.40 5.60 5.80 6.00
5000 m/z 55.05 17.31%
98.0
01‘5"‘4“ B
miz--> 50 100 150 200 250 300
Abundance #22084: Heptane, 4-propyl-
57.0 5.40 5.60 5.80 6.00
m/z 98.10 14.84%
5000
98.0
olsd by | 10
m/z--> 50 100 150 200 250 300 5.40 5.60 5.80 6.00

SFAM-EPA-BG100723.MA.M Mon Oct 09 ©5:54:25 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 13 (DEL) Alkane: Cyclic5.815 Concentration Rank 72
R.T. EstConc Area Relative to ISTD R.T.
5.815 2.17 ng/ul 102460 1,4-Dichlorobenzene-d4 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cycloheptane, methyl- 112 C8H16 004126-78-7 47
2 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 46
3 2-Dodecene, (Z)- 168 C12H24 007206-26-0 43
4 Dodecyl acrylate 240 C15H2802 002156-97-0 43
5 3-Tetradecene, (Z)- 196 C14H28 041446-67-7 43
Abundance Scan 413 (5.815 min): BG059354.D\data.ms (-405) (-) m/z 55.05 100.00%
55.0
5000
} 1252 5.40 5.60 5.80 6.00 6.20
176.3 467.! : : : : :
o_HJ‘“JmL ‘L‘HHWH_m_‘H_m_m‘mwm m/z 69.10 57.66%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #7566: Cycloheptane, methyl-
55.0
5000 DL B LA U N

5.40 5.60 5.80 6.00 6.20
m/z 83.10 54.68%

iz
O‘\\\\\‘\J\“‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #3737: 1-Hexene, 3-methyl-

53.0

5.40 5.60 5.80 6.00 6.20
5000 m/z 41.10 52.39%

0
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #43478: 2-Dodecene, (2)-

55.0 5.40 5.60 5.80 6.00 6.20
m/z 56.10  44.80%

5000
‘ ‘11 0 168 0
0 L],

m/z--> 0 50 100 150 200 250 300 350 400 450 5.40 5.60 5.80 6.00 6.20

SFAM-EPA-BG100723.MA.M Mon Oct 09 ©5:54:26 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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 2,4-Hexadiene, (E,Z)- Concentration Rank 68

R.T. EstConc Area Relative to ISTD R.T.
5.862 2.43 ng/ul 114745 1,4-Dichlorobenzene-d4 8.230
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Hexadiene, (E,Z)- 82 C6H1e 005194-50-3 80
2 Pentalene, octahydro-, cis- 110 C8H14 001755-05-1 72
3 2,4-Hexadiene, (E,E)- 82 C6H10 005194-51-4 72
4 (2),(Z)-2,4-Hexadiene 82 C6H10 006108-61-8 72
5 Pentalene, octahydro-, cis- 110 C8H14 001755-05-1 64
Abundance Scan 421 (5.862 min): BG059354.D\data.ms (-417) (-) m/z 67.10 100.00%
67.1 A
5000
5.60 5.80 6.00 6.20
ob— ‘:“ w‘h“ L 2102 1607 2266 317 . g5 15 6e.36%
miz-> 50 100 150 200 250 300
Abundance #1389: 2,4-Hexadiene, (E,2)-
67.0
5.60 5.80 6.00 6.20
m/z 41.10 20.09%
27.#
0 T \“‘\ ‘U }“H‘\“‘\ ‘H‘\ ‘ T L T ‘ T T L ‘ L T T ‘ T T L ‘ L
miz--> 50 100 150 200 250 300
Abundance #6753: Pentalene, octahydro-, cis-
67.0
R AR
5.60 5.80 6.00 6.20
5000 m/z 54.10 19.33%
27'7 110.0
miz--> 50 100 150 200 250 300
Abundance #1392: 2,4-Hexadiene, (E,E)-
67.0 5.60 5.80 6.00 6.20
m/z 81.10 13.57%
5000
27.1
0 “MW‘W‘WWL“‘ D
m/z--> 50 100 150 200 250 300 5.60 5.80 6.00 6.20

SFAM-EPA-BG100723.MA.M Mon Oct 09 ©5:54:28 2023
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

7

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
BGO59354.D

Oct 2023 22:57

: MA/JU
. 04607-22

. 10

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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 15 (DEL) Alkane: Cyclic5.950 Concentration Rank 53

R.T. EstConc Area Relative to ISTD R.T.
5.950 4.91 ng/ul 231970 1,4-Dichlorobenzene-d4 8.230
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 87
2 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 001678-81-5 87
3 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 001678-81-5 81
4 3-Heptene, 2,6-dimethyl- 126 C9H18 002738-18-3 81
5 3-Heptene, 2,6-dimethyl- 126 CSH18 002738-18-3 81

Abundance Scan 436 (5.950 min): BG059354.D\data.ms (-430) (-) m/z 55.10 100.00%
55.1
1111
5000
H ‘ l 2008 5.60 5.80 6.00 6.20
of ALl 20032532 3406 5041 .0 g9 5 sa.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13253: Cyclohexane, 1,1,2-trimethyl-
69.0
5000 L L B L L L I L I
5.60 5.80 6.00 6.20
‘ 126.0 ITI/Z 111.05 69.09%
0 \\\li\‘\J‘\)\“‘\r‘r\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13302: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.beta.,? M
69.0
R B
5.60 5.80 6.00 6.20
m/z 56.10 64.23%
5000 126.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13300: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.beta.,’ R R REREEEE R
69.0 5.60 5.80 6.00 6.20
m/z 41.10 55.55%
5000
126.0

=

15#“ 1l ‘.A i

A o B o o N e AR R R m
0 50 100 150 200 250 300 350 400 450 500

0

5.60 5.80 6.00 6.20

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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: Cyclic6.009 Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
6.009 10.95 ng/ul 517653 1,4-Dichlorobenzene-d4 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclooctane, 1,4-dimethyl-, trans- 140 C10H20 013151-98-9 72

2 3-Nonene 126 C9H18 020063-77-8 53

3 2-Nonene, (E)- 126 CO9H18 006434-78-2 53

4 cis-4-Nonene 126 C9H18 010405-84-2 49

5 cis-2-Nonene 126 C9H18 006434-77-1 49
Abundance Scan 446 (6.009 min): BG059354.D\data.ms (-441) (-) m/z 55.10 100.00%

55.1
5000
125.1

im 5.60 5.80 6.00 6.20 6.40
L] 2148 8041 L 48T. g3 o5 5p.57%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #20754: Cyclooctane, 1,4-dimethyl-, trans-
558.0

5000 ““w““_“‘_“‘_‘
5.60 5.80 6.00 6.20 6.40

125.0 m z 69.10 49.12%

\M\‘“\}‘\h\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #13161: 3-Nonene
55.0

5.60 5.80 6.00 6.20 6.40

o

o

5000 ITI z 41.10 48.60%
126.0
AT
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #13178: 2-Nonene, (E)- B R S
55.0 5.60 5.80 6.00 6.20 6.40

m/z 56.05 44.77%

0 M i w J\f«vAMJU&AAAV\fﬂU

m/z--> 0 50 100 150 200 250 300 350 400 450 5.60 5.80 6.00 6.20 6.40

SFAM-EPA-BG100723.MA.M Mon Oct 09 ©5:54:30 2023 Page: 20



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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: Cyclic6.097 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
6.097 16.50 ng/ul 779832  1,4-Dichlorobenzene-d4 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Ethyl-4-methylcyclohexane 126 CSH18 003728-56-1 64
2 cis-1-Ethyl-3-methyl-cyclohexane 126 CSH18 019489-10-2 64
3 3-Hepten-2-one 112 C7H120 001119-44-4 59
4 Sulfurous acid, di(cyclohexylmet... 274 C14H2603S 1010309-22-7 59
5 Sulfurous acid, cyclohexylmethyl... 430 C25H5003S 1000309-22-6 59

Abundance Scan 461 (6.097 min): BG059354.D\data.ms (-456) (-) m/z 55.10 100.00%

55.1
R A RARRA RS
‘ \ 126.2 5.80 6.00 6.20 6.40
byl 2615 3383 489 . 97.1p  79.40%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #13239: 1-Ethyl-4-methylcyclohexane
97.0
5000
5.80 6.00 6.20 6.40
414 m/z 41.18  27.97%
O l‘J“W
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #13274: cis-1-Ethyl-3-methyl-cyclohexane
97.0
R R
5.80 6.00 6.20 6.40
5000 m/z 69.10 22.02%
41.0
o1
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #7327: 3-Hepten-2-one  RAREEEE e
55.0 5.80 6.00 6.20 6.40
m/z 56.10 17.63%
5000
12.0
0 m”‘mu““m\mH_m_HWm_m_m_mw AV ALE NN, A SN
m/z--> 0 50 100 150 200 250 300 350 400 450 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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: Cyclic6.167 Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
6.167 8.66 ng/ul 409305 1,4-Dichlorobenzene-d4 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Ethyl-4-methylcyclohexane 126 CSH18 003728-56-1 64
2 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 59
3 Cycloheptane, bromo- 176 C7H13Br 002404-35-5 59
4 trans-1,3-Diethylcyclopentane 126 C9H18 1000113-87-1 59
5 Cyclohexane, 1-methyl-3-pentyl- 168 C12H24 054411-02-8 59

Abundance Scan 473 (6.167 min): BG059354.D\data.ms (-469) (-) m/z 55.10 100.00%

55.1
R AR REan
126.1 5.80 6.00 6.20 6.40
ol d by b 2407 3001 8620 4111 y,; 97 10 71.46%
m/z--> 50 100 150 200 250 300 350 400
Abundance #13239: 1-Ethyl-4-methylcyclohexane
97.0
5000
5.80 6.00 6.20 6.40
410 m/z 41.10  21.49%
O ll\T‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #13276: 1-Ethyl-3-methylcyclohexane (c,t)
97.0
R AERAREE R
5.80 6.00 6.20 6.40
5000 m/z 96.10 14.51%
41.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #51231: Cycloheptane, bromo-
55.0 5.80 6.00 6.20 6.40
m/z 39.10 10.16%
5000
‘ 98.0
0 H‘ML“M\MH‘wHH‘HH_M‘HHWHW A Eas A
m/z--> 50 100 150 200 250 300 350 400 5.80 6.00 6.20 6.40
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
BGO59354.D

7 Oct 2023 22:57

: MA/JU

. 04607-22

: 10 Sample Multiplier: 1

Quant Title : SVOA CALIBRATION

TIC Library

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.MA.M

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

Peak Number 19 (DEL) Alkane: Cyclic6.220

Concentration Rank 63

R.T. EstConc Area Relative to ISTD R.T.
6.220 3.34 ng/ul 157990 1,4-Dichlorobenzene-d4 8.230
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, (2-methylbutyl)- 140 C1eH20 053366-38-4 64
2 3-Heptene 98 C7H14 000592-78-9 52
3 3-Heptene, (E)- 98 C7H14 014686-14-7 52
4 3-Heptene, (E)- 98 C7H14 014686-14-7 52
5 Cyclopropane, 1,1-dimethyl-2-pen... 140 C10H20 062167-97-9 50
Abundance Scan 482 (6.220 min): BG059354.D\data.ms (-478) (-) m/z 69.10 100.00%
69.1
‘ 5.80 6.00 6.20 6.40 6.60
140.2 . . . . .
535.
- ”J ST 2078 2826 3831 838 oo e s1.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #20729: Cyclopentane, (2-methylbutyl)-
69.0
5000
5.80 6.00 6.20 6.40 6.60
m/z 55.10 79.05%
S paoo
’\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3708: 3-Heptene
41.0
R Al ERRRaREEE
5.80 6.00 6.20 6.40 6.60
5000 m/z 41.10 55.75%
98.0
0,“ JJ,
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3722: 3-Heptene, (E)- RAaEmsEaEEy e S e
41.0 5.80 6.00 6.20 6.40 6.60
m/z 111.15 50.51%
5000
1 98.0
O,ML JJ, ASEENRE RS AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 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\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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 (DEL) Alkane: Straight-Chai... Concentration Rank 69
R.T. EstConc Area Relative to ISTD R.T.
6.291 2.42 ng/ul 114276 1,4-Dichlorobenzene-d4 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 2,2,4,4,6,8,8-heptamethyl- 226 C16H34 004390-04-9 50
2 Dodecane, 2,2,11,11-tetramethyl- 226 C16H34 127204-12-0 40
3 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 38
4 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 37
5 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 37
Abundance Scan 494 (6.291 min): BG059354.D\data.ms (-491) (-) m/z 57.10 100.00%
57.1
5000 W\J\J
P T
‘ H ‘ 112.1 168.3 230.9 277.8317.4 356. 6.00 6.20 6.40 6.60
bbb L LATET 1688 2309 277.8317.4356. 0 43,10  68.20%
miz--> 50 100 150 200 250 300 350
Abundance #107249: Nonane, 2,2,4,4,6,8,8-heptamethyl-
57.0
5000
6.00 6.20 6.40 6.60
m/z 41.10 24.72%
111520 asso
0\\\‘\‘\\‘\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #107246: Dodecane, 2,2,11,11-tetramethyl-
57.0
RO T Y
6.00 6.20 6.40 6.60
5000 m/z 55.10 15.86%
0 \‘ M ‘ \‘ “99"0‘ L 168.0 211'0
L o e Lo B e e
m/z--> 50 100 150 200 250 300 350
Abundance #59084: Decane, 2,5,9-trimethyl- S AAREamaaE b
57.0 6.00 6.20 6.40 6.60
m/z 71.10 13.64%
5000
| w0
ol e R Ra s SE S SN AUIVL R
m/z--> 50 100 150 200 250 300 350 6.00 6.20 6.40 6.60
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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\BG100723\

BGO59354.D
7 Oct 2023 22:57

: MA/JU
. 04607-22

Quant Method
Quant Title

TIC Library

10  Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.MA.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 21 (DEL) Alkane: Straight-Chai... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
6.391 13.47 ng/ul 636983 1,4-Dichlorobenzene-dd  8.230
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,a-dimethyl- 114 cas 000589-43-5 64

2 Octane, 3-ethyl-2,7-dimethyl- 170 C12H26 062183-55-5 53
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 53
4 Hexane, 3-ethyl-2-methyl- 128 C9H20 016789-46-1 53
5 Oxalic acid, isobutyl hexyl ester 230 C12H2204 1000309-37-1 53
Abundance Scan 511 (6.391 min): BG059354.D\data.ms (-505) (-) m/z 43.10 100.00%
43.1
5000 é
‘ } 12‘5-2 6.00 6.20 6.40 6.60 6.80
ol kbbb L2005 3866 505, ., 5710  81.80%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8644: Hexane, 2,4-dimethyl-
43.0
5000 (LN L LN R
6.00 6.20 6.40 6.60 6.80
m/z 41.10 43.33%
O ‘\\\’1‘“‘\A\‘\]-‘]-\4\.-9‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #45519: Octane, 3-ethyl-2,7-dimethyl-
43.0
R e A RREE
6.00 6.20 6.40 6.60 6.80
5000 ITI/Z 85.10 37.68%
l 126.0
A S B it U SUU—
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8645: Hexane, 2,4-dimethyl- e
43.0 6.00 6.20 6.40 6.60 6.80
m/z 56.05 26.12%
5000
0 Il \ ‘ \‘\ I’ \114.0
o P e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 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\BG100723\
Data File : BG@59354.D

Acqg On 7 Oct 2023 22:57

Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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
Concentration Rank 37

Peak Number 22 7-Tridecanol

R.T. EstConc Area Relative to ISTD R.T.
6.432 10.31 ng/ul 487307 1,4-Dichlorobenzene-d4 8.230
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Tridecanol 200 C13H280 000927-45-7 56
2 Cyclohexane, 1l-ethyl-4-methyl-, 126 C9H18 004926-78-7 56
3 Cyclohexane, 1-methyl-2-propyl- 140 C1eH20 004291-79-6 56
4 4,7-Ethanopyrazolo[1,5-a]pyridin... 176 C11H16N2 1000221-84-8 42
5 2-Pentene, 2,4,4-trimethyl- 112 C8H16 000107-40-4 40

Abundance Scan 518 (6.432 min): BG059354.D\data.ms (-515) (-) m/z 55.10 100.00%
55.1 97.1
5000
B
6.20 6.40 6.60 6.80
obdley d 1858 207.2 2601 3490 398, /7 97,10 91.91%
miz--> 50 100 150 200 250 300 350
Abundance #76024: 7-Tridecano
55.0 97.0
5000 LU B B R B B
6.20 6.40 6.60 6.80
m/z 41.10 20.31%
‘ 182.0
O\\\H‘“\‘l‘\\‘\h\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 1
miz--> 50 100 150 200 250 300 350
Abundance #13286: Cyclohexane, 1-ethyl-4-methyl-, cis-
580 970
B R S L
6.20 6.40 6.60 6.80
5000 m/z 56.10 13.57%
0 ‘
m/z--> 50 100 150 200 250 300 350
Abundance #20744: Cyclohexane, 1-methyl-2-propyl- e T
55.0 97.0 6.20 6.40 6.60 6.80
m/z 39.10 7.46%
5000
e
ol R A M i
m/z--> 50 100 150 200 250 300 350 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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 27
R.T. EstConc Area Relative to ISTD R.T.
6.514 13.35 ng/ul 631130 1,4-Dichlorobenzene-d4 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,5-dimethyl- 142 C10H22 015869-89-3 64
2 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 59
3 Decane, 2,6,6-trimethyl- 184 C13H28 062108-24-1 59
4 Nonane, 4-methyl- 142 C1OH22 017301-94-9 53
5 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 50
Abundance Scan 532 (6.514 min): BG059354.D\data.ms (-529) (-) m/z 57.10 100.00%
57.1
R A ARARRE mRE o
1250 6.20 6.40 6.60 6.80
Ot 2220 88924470 s 43.10 83.66%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #22090: Octane, 2,5-dimethyl-
57.0
5000
6.20 6.40 6.60 6.80
m/z 71.15 28.93%
Of"l4!2.0’ T
miz--> 0 50 100 150 200 250 300 350 400
Abundance #59084: Decane, 2,5,9-trimethyl-
57.0
TR e
6.20 6.40 6.60 6.80
5000 m/z 41.10 27.32%
| 1130
(LRI 1
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #59085: Decane, 2,6,6-trimethyl- R ARaaEa
57.0 6.20 6.40 6.60 6.80
m/z 70.10 24.40%
5000
Lo
ot R RaRamamsaE
m/z--> 0 50 100 150 200 250 300 350 400 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 24 (DEL) Alkane: Straight-Chai... Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
6.608 9.15 ng/ul 432568 1,4-Dichlorobenzene-d4 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 4-ethyl- 142 C1eH22 015869-86-0 64
2 Nonane, 4-methyl- 142 C10H22 017301-94-9 59
3 Heptane, 2,3,6-trimethyl- 142 C10H22 004032-93-3 59
4 Octane, 2,7-dimethyl- 142 C10H22 001072-16-8 53
5 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 50
Abundance Scan 548 (6.608 min): BG059354.D\data.ms (-541) (-) m/z 57.10 100.00%
57.1
A e
99.1 6.20 6.40 6.60 6.80 7.00
ol L) 1are 2143 86T 4310 74.36%
miz--> 50 100 150 200 250 300 350
Abundance #22072: Octane, 4-ethyl-
57.0
5000
6.20 6.40 6.60 6.80 7.00
m/z 41.10 33.08%
‘ 112.0
O\L\"“\W\“\L’\h\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #22083: Nonane, 4-methyl-
57.0
R A ARRAR
6.20 6.40 6.60 6.80 7.00
5000 m/z 71.10 30.17%
‘ ‘ 98.0
olddbl | w20

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

Abundance #22117: Heptane, 2,3,6-trimethyl-

57.0 6.20 6.40 6.60 6.80 7.00

m/z 56.10 16.19%

- \AA¢\fAV\AJ\J\Jk/WA
om\m\m\"1\‘?8“,'9‘1‘4‘29‘H_WW_WH

m/z--> 50 100 150 200 250 300 350 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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 25 Cyclopentanol, 3-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
6.684 75.72 ng/ul 3579670 1,4-Dichlorobenzene-d4 8.230
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanol, 3-methyl- 100 C6H120 018729-48-1 59
2 Nonane, 3-methyl- 142 C1eH22 005911-04-6 50
3 Nonane, 3-methyl- 142 C1eH22 005911-04-6 47

1000309-18-7 43
1000309-17-5 43

4 Sulfurous acid, 2-ethylhexyl iso... 250 C12H2603S
5 Sulfurous acid, butyl octyl ester 250 C12H2603S

Abundance Scan 561 (6.684 min): BG059354.D\data.ms (-551) (-) m/z 57.10 100.00%
57.1

a

5000
R ARaamERET S
“113.2 6.40 6.60 6.80 7.00
0 H“MMNWM"‘1‘5‘?;7“‘“27‘4-‘5‘“‘35‘37-‘1”“”“”“‘9?:' m/z 43.10  52.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4383: Cyclopentanol, 3-methyl-
57.0
5000 L L L I L L I L
6.40 6.60 6.80 7.00
m/z 41.10 42.52%
0 "‘i“l‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #22077: Nonane, 3-methyl-
57.0
A RRamEE e
6.40 6.60 6.80 7.00
5000 m/z 71.10 38.15%
‘ 112.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #22081: Nonane, 3-methyl-
57.0 6.40 6.60 6.80 7.00
m/z 56.10 32.79%
5000
‘ 112.0
O bt e e e SETA LS S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 6.40 6.60 6.80 7.00

SFAM-EPA-BG100723.MA.M Mon Oct 09 ©5:54:41 2023

Page: 29



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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 35
R.T. EstConc Area Relative to ISTD R.T.
6.737 10.36 ng/ul 489943  1,4-Dichlorobenzene-d4 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 59
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 59
3 Octane, 2,3,7-trimethyl- 156 C11H24 062016-34-6 53
4 Decane, 4-methyl- 156 C11H24 002847-72-5 53
5 Hexane, 2,4,4-trimethyl- 128 C9H20 016747-30-1 53
Abundance Scan 570 (6.737 min): BG059354.D\data.ms (-566) (-) m/z 57.10 100.00%
57.1
5000
‘ jﬁl 2 6.40 6.60 6.80 7.00
obAbbabt, 2013 26903174 3858 /7 43,10 96.65%
miz--> 50 100 150 200 250 300 350 400
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
5000 L L R R B B
6.40 6.60 6.80 7.00
‘ m/z 71.10 79.69%
113.0
O\“‘\‘\“‘\‘1‘\“‘\“\“\“\\‘\1\8\3\.(‘)\\\\’\\\\‘\\\\’\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #90208: Dodecane, 2,6,11-trimethyl-
57.0
6.40 6.60 6.80 7.00
5000 m/z 55.10 56.29%
113.0
ol ‘JMM L —
m/z--> 50 100 150 200 250 300 350 400
Abundance #33100: Octane, 2,3,7-trimethyl- R ARERmEE T
57.0 6.40 6.60 6.80 7.00
m/z 41.10 48.09%
5000
H ‘ | 113.0
oAb SELA UL R e
m/z--> 50 100 150 200 250 300 350 400 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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 9-Oxabicyclo[6.1.0]nonane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.796 61.33 ng/ul 2899300 1,4-Dichlorobenzene-d4 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Oxabicyclo[6.1.0]nonane 126 C8H140 000286-62-4 50
2 Cyclopropane, 1,1,2,3-tetramethyl- 98 C7H14 074752-93-5 45
3 Cyclohexanone, 2,3-dimethyl- 126 C8H140 013395-76-1 43
4 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 43
5 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 38
Abundance Scan 580 (6.796 min): BG059354.D\data.ms (-574) (-) m/z 57.10 100.00%
57.1
5000
i ‘ ‘126_2 | 6.406.60 6.80 7.00 7.20
ob AT 2284 4165 5160 ., 5510 58.43%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #13049: 9-Oxabicyclo[6.1.0Jnonane
55.0
5000 I L L B R
6.40 6.60 6.80 7.00 7.20
m/z 41.10 48.94%
e
0 \‘\‘\l‘l\l!!r“\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #3826: Cyclopropane, 1,1,2,3-tetramethyl-
55.0
R R AREA RE R
6.40 6.60 6.80 7.00 7.20
5000 m/z 43.10 46.73%
0 HW‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #13079: Cyclohexanone, 2,3-dimethyl- R RARES LR
55.0 6.40 6.60 6.80 7.00 7.20
m/z 83.10 37.42%
5000
126.0
0 “{\
m/z--> 50 100 150 200 250 300 350 400 450 500 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\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 28 (DEL) Alkane: Straight-Chai... Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
6.902 10.28 ng/ul 485896 1,4-Dichlorobenzene-d4 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-3-Decene 140 C10H20 019150-21-1 68
2 4-Nonene, 5-methyl- 140 C10H20 015918-07-7 52
3 Cyclopropane, 1,1-dimethyl-2-pen... 140 C10H20 062167-97-9 49
4 Cyclohexane, 2-ethyl-1,3-dimethyl- 140 C10H20 007045-67-2 49
5 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 49
Abundance Scan 598 (6.902 min): BG059354.D\data.ms (-594) (-) m/z 55.10 100.00%
5[:
AR R EEE SR
| ‘ 6.60 6.80 7.00 7.20
ol b Ll L A58 3093 354, 4/, 69.10  86.44%
miz--> 50 100 150 200 250 300 350
Abundance #20652: trans-3-Decene
41.0
5000 N BN R ]
6.60 6.80 7.00 7.20
H 30 140.0 m/z 56.10 68.84%
O\\‘\ ‘”H\‘U\“\“\‘\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #20671: 4-Nonene, 5-methyl-
55.0
A R
6.60 6.80 7.00 7.20
5000 m/z 41.10 51.56%
oL | 80 2400
“““ -
m/z--> 50 100 150 200 250 300 350
Abundance #20763: Cyclopropane, 1,1-dimethyl-2-pentyl- R EARE R ]
69.0 6.60 6.80 7.00 7.20
m/z 111.20 51.43%
5000
M H‘ h | “ \ ! 1400
Ol e e e e e S CARELELL VAV
m/z--> 0 100 150 200 250 300 350 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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 unknown-02 Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
6.978 11.52 ng/ul 544451 1,4-Dichlorobenzene-d4 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadec-7-ene, 7-bromomethyl- 302 C16H31Br 1000259-58-5 35
2 Dihydromyrcenol, heptafluorobuty... 352 C14H19F702 1000463-72-0 35
3 Cycloheptane, methyl- 112 C8H16 004126-78-7 35
4 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 000473-55-2 30
5 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 004795-86-2 25

Abundance Scan 611 (6.978 min): BG059354.D\data.ms (-604) (-) m/z 55.10 100.00%

5!:
- T M
R R R RN
‘ 364.8 6.60 6.80 7.00 7.20 7.40
oL hhk L] 20082503 308.7 364.8 4214 ., 69.1p  65.60%
m/z--> 50 100 150 200 250 300 350 400
Abundance #201915: Pentadec-7-ene, 7-bromomethyl-
41.0
7.0
5000 L LA BN L L I LN B
6.60 6.80 7.00 7.20 7.40
m/z 41.10 64.51%
53.0 223.0
O\\\ i Il‘[{TSOZO
m/z--> 50 100 150 200 250 300 350 400
Abundance #260954: Dihydromyrcenol, heptafluorobutyrate
55.0
P T
6.60 6.80 7.00 7.20 7.40
5000 m/z 95.10 49,09%
123. 0169 0
: ll EE S
m/z--> 50 lOO 150 200 250 300 350 400
Abundance #7557: Cycloheptane, methyl- R A AmmEE s
55.0 6.60 6.80 7.00 7.20 7.40
m/z 125.20 47.64%
5000
‘ ‘]12.0
oL M
m/z--> 50 100 150 200 250 300 350 400 6.60 6.80 7.00 7.20 7.40
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG100723\

Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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 30 (DEL) Alkane: Straight-Chai... Concentration Rank 70
R.T. EstConc Area Relative to ISTD R.T.
7.084 2.37 ng/ul 112047 1,4-Dichlorobenzene-d4 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 5-methyl- 142 C1eH22 015869-85-9 72
2 Pentane, 3-ethyl-2,4-dimethyl- 128 C9H20 001068-87-7 64
3 Oxalic acid, diisohexyl ester 258 C14H2604 1010309-32-9 64
4 Pentane, 3-ethyl-2,4-dimethyl- 128 C9H20 001068-87-7 59
5 Pentane, 3-ethyl-2,4-dimethyl- 128 C9H20 001068-87-7 59

Abundance Scan 629 (7.084 min): BG059354.D\data.ms (-626) (-) m/z 43.10 100.00%

43.1
e ANRRARNEES
41 142.0 6.80 7.00 7.20 7.40
O b AER ZAET1900 85464037 1 y/7 85.05  50.13%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #22075: Nonane, 5-methyl-
43.0
5000 L L B BN LR
6.80 7.00 7.20 7.40
m/z 57.10 38.55%
U Jsze
0‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 0 50 100 150 200 250 300 350 400
Abundance #14605: Pentane, 3-ethyl-2,4-dimethyl-
43.0
6.80 7.00 7.20 7.40
5000 m/z 56.10 28.91%
o il 990
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #145448: Oxalic acid, diisohexyl ester R e
43.0 6.80 7.00 7.20 7.40
m/z 84.10 26.36%
5000
— e G T
m/z--> 0 50 100 150 200 250 300 350 400 6.80 7.00 7.20 7.40
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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\BG100723\

BGO59354.D
7 Oct 2023 22:57

: MA/JU
. 04607-22

: 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.MA.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 31 (DEL) Alkane: Straight-Chai... Concentration Rank 51
R.T. EstConc Area Relative to ISTD R.T.
7.125 5.71 ng/ul 269756 1,4-Dichlorobenzene-d4 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4-methyl- 142 C1eH22 017301-94-9 47
2 Heptane, 2,3,4-trimethyl- 142 C10H22 052896-95-4 43
3 Nonane, 4-methyl- 142 C1eH22 017301-94-9 42
4 Octane, 2,5-dimethyl- 142 C1eH22 015869-89-3 40
5 Carbonic acid, butyl heptyl ester 216 C12H2403 1000314-63-4 38
Abundance Scan 636 (7.125 min): BG059354.D\data.ms (-632) (-) m/z 57.10 100.00%
57.1
5000
125.2
“ ’ 6.80 7.00 7.20 7.40
ol dddLl L 1e18 2021 4148 .. 4310 60.08%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #22082: Nonane, 4-methyl-
57.0
5000 LB L B R I B R
6.80 7.00 7.20 7.40
m/z 41.10 41.88%
"‘ \ 142.0
O\\‘\‘\“‘\‘\\‘l\’\h\l\\“\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #22118: Heptane, 2,3,4-trimethyl-
57.0
AR N
6.80 7.00 7.20 7.40
5000 m/z 71.05 28.68%
b
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #22083: Nonane, 4-methyl-
57.0 6.80 7.00 7.20 7.40
m/z 55.10  27.23%
) M
ol 220
m/z--> 50 100 150 200 250 300 350 400 450 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 32 Benzene, propyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
7.166 19.32 ng/ul 913539  1,4-Dichlorobenzene-d4 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 50
2 Benzene, propyl- 120 C9H12 000103-65-1 50
3 Benzene, propyl- 120 C9H12 000103-65-1 45
4 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 38
5 Propanenitrile, 3-[(phenylmethyl... 160 C10H12N2 000706-03-6 35
Abundance Scan 643 (7.166 min): BG059354.D\data.ms (-639) (-) m/z 91.10 100.00%
91.1
5000
o AAEEmRREEERELE
39.1 ‘ | Jl 6.80 7.00 7.20 7.40
0L i “Mw‘ 1400 2315 3304 444 n/z 67.10  24.42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #10701: Benzene, propyl-
91.0
5000 L L L I L R I
6.80 7.00 7.20 7.40
m/z 120.10  23.75%
39.0
O\\‘\‘\“‘\l‘\“\ “\\‘\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #10702: Benzene, propyl-
91.0
T e
6.80 7.00 7.20 7.40
5000 ITI/Z 82.05 14.21%
39.0
0 “H“‘i“““‘w“H‘H‘HH‘HH,HH‘HH‘HH‘HH
m/z--> 50 100 150 200 250 300 350 400
Abundance #10699: Benzene, propyl-
91.0 6.80 7.00 7.20 7.40
m/z 81.10 13.07%
5000
B0,
O T e B R B R R e A e
m/z--> 50 100 150 200 250 300 350 400 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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 61
R.T. EstConc Area Relative to ISTD R.T.
7.231 3.43 ng/ul 162119 1,4-Dichlorobenzene-d4 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 2,3-dimethyl- 156 C11H24 002884-06-2 72
2 Octane, 3-ethyl- 142 C10H22 005881-17-4 53
3 4-Methyl-3-heptanol, heptafluoro... 326 C12H17F702 1000365-51-5 53
4 Carbonic acid, octyl vinyl ester 200 C11H2003 1000383-25-5 53
5 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 50

Abundance Scan 654 (7.231 min): BG059354.D\data.ms (-650) (-) m/z 57.10 100.00%

57.1
5000
112.2
‘ 1 7.00 7.20 7.40 7.60
ol Ml d ). | 1698 2386 323 ., 4319 90.98%
m/z--> 50 100 150 200 250 300
Abundance #33095: Nonane, 2,3-dimethyl-
57.0
5000 L L L I L L B R I B
7.00 7.20 7.40 7.60
112.0 m/z 71.10  70.30%
O L L‘\ ‘ “‘\ \‘h‘\ ‘ \‘ T \J-?G\.q L ‘ L ‘ T T T ‘ T T
miz--> 50 100 150 200 250 300
Abundance #22070: Octane, 3-ethyl-
43.0
T ARBEREREE S LS
7.00 7.20 7.40 7.60
5000 ITI/Z 41.10 43.63%
‘ 112.0
ol Lllmo L
miz--> 50 100 150 200 250 300
Abundance  #230811: 4-Methyl-3-heptanol, heptafluorobutyrate A B e
71.0 7.00 7.20 7.40 7.60
m/z 55.10 22.70%
5000
29.0 ‘ 112.0 169.0
SN SN NN G €Y XX SN A LT SV AT
m/z--> 50 100 150 200 250 300 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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 2,4-Nonadienal, (E,E)- Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
7.454 7.60 ng/ul 359253 1,4-Dichlorobenzene-d4 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Nonadienal, (E,E)- 138 C9H140 005910-87-2 52
2 2,4-Nonadienal, (E,E)- 138 C9H140 005910-87-2 50
3 9-Methylbicyclo[3.3.1]nonane 138 C10H18 025107-01-1 27
4 9-Octadecyne 250 C18H34 035365-59-4 22
5 Bicyclo[5.3.0]decane 138 C10H18 005661-80-3 22
Abundance Scan 692 (7.454 min): BG059354.D\data.ms (-687) (-) m/z 81.10 100.00%
81.1
411 B ERE e AEER
“ h 3.1 7.20 7.40 7.60 7.80
ol b d bR LT 1658 27163133 361 . ss 19 34.20%
miz--> 50 100 150 200 250 300 350
Abundance #20176: 2,4-Nonadienal, (E,E)-
81.0
5000 L L I L LI LN B
41.0 7.20 7.40 7.60 7.80
m/z 41.10 22.53%
‘ 138.0
0\\“\}““M\“‘L\M\“"‘\\\‘\‘\\\\|\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #20172: 2,4-Nonadienal, (E,E)-
81.0
R EARNRARRE S
7.20 7.40 7.60 7.80
5000 m/z 67.10 20.49%
41.0
138.0
orﬁwﬁm“,‘HM_m,m‘_m_m_‘
m/z--> 50 100 150 200 250 300 350
Abundance #19448: 9-Methylbicyclo[3.3.1]Jnonane R
81.0 7.20 7.40 7.60 7.80
m/z 69.10 14.37%
41.0
5000
123.0
0! J““,‘lw““_MWH_MWHW VRS SRR AL
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 35 Oxalic acid, butyl cyclohex... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
7.478 12.99 ng/ul 613858 1,4-Dichlorobenzene-d4 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, butyl cyclohexylmet... 242 C13H2204 1000309-68-2 53
2 Cyclopentane, 2-isopropyl-1,3-di... 140 C10H20 032281-85-9 43
3 1-Nonylcycloheptane 224 C16H32 1000371-47-7 39
4 Cyclohexane, 1-methyl-3-(1-methy... 140 C10H20 016580-24-8 38
5 Cyclopentane, 1,2-dimethyl-3-(1-... 140 C10H20 000489-20-3 38

Abundance Scan 696 (7.478 min): BG059354.D\data.ms (-694) (-) m/z 55.10 100.00%

5I:
‘ 7.207.407.607.80
140.1 : : : :
ol ““‘ | ‘ ‘ LoiPs 2428 2086 3414 nyz 97.10  47.74%
m/z--> 50 100 150 200 250 300 350
Abundance  #125698: Oxalic acid, butyl cyclohexylmethyl ester
55.0
97.0
5000 LB L B I B AL L
7.20 7.40 7.60 7.80
m/z 69.10  29.50%
O\“‘\ \h“\mi 141.0”
miz--> 50 100 150 200 250 300 350
Abundance #20767: Cyclopentane, 2-isopropyl-1,3-dimethyl-
55.0
o RRRRmEER R
97.0 7.20 7.40 7.60 7.80
5000 m/z 41.10 27.24%
il e
0 “,,‘
m/z--> O 100 150 200 250 300 350
Abundance #104598: 1-Nonylcycloheptane R Rmm R A
55.0 7.20 7.40 7.60 7.80
m/z 83.10 18.54%
5000 97.0 M
Y 2 S S B WOV Wl
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80
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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\BG100723\
BGO59354.D

7 Oct 2023 22:57

: MA/JU
. 04607-22

: 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.MA.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 36 (DEL) Alkane: Cyclic7.607 Concentration Rank 28

R.T. EstConc Area Relative to ISTD R.T.
7.607 13.20 ng/ul 624217 1,4-Dichlorobenzene-d4 8.230
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclopentane, 1-ethyl-2-methyl-,... 112 C8H16 000930-89-2 64

2 1-Decene 140 C10H20 000872-05-9 64
3 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 62
4 Cyclopentane, 1-ethyl-2-methyl-,... 112 C8H16 000930-89-2 60
5 Cyclopentane, 1-ethyl-2-methyl- 112 C8H16 003726-46-3 53
Abundance Scan 718 (7.607 min): BG059354.D\data.ms (-714) (-) m/z 56.10 100.00%
56.1
111.1 ‘\\\\‘\\\\‘\\\\‘\\\\’\\
‘ H\ 7.20 7.40 7.60 7.80 8.00
ol bbb id 2793 3840 503 m/z 55.10  83.63%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7693: Cyclopentane, 1-ethyl-2-methyl-, cis-
55.0
5000 I L R B R
7.20 7.40 7.60 7.80 8.00
‘ 1112_0 m/z 69.10  62.57%
O ‘\‘\‘\f”J\i\\‘fHJ\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #20642: 1-Decene
55.0
NEREA R EEREEEEEREEE
7.20 7.40 7.60 7.80 8.00
5000 m/z 83.10 55.97%
” 111.0
ot JAJU‘w‘1_“‘_“w“‘W“H“‘H“H“‘H“H
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3803: Cyclopentane, 1,1-dimethyl- R AR R
56.0 7.20 7.40 7.60 7.80 8.00
m/z 41.10 53.40%
B W
01"# R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS vial : 10

Quant Method

Sample Multiplier: 1

Quant Tit

TIC Libra

le

ry

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.MA.M

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: Cyclic7.648 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
7.648 20.96 ng/ul 991005 1,4-Dichlorobenzene-d4 8.230
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, l-methyl-3-propyl- 14 CleHe 004291-80-9 94

2 Cyclohexane,
3 Cyclohexane,
4 Cyclohexane,

1-methyl-2-propyl- 140 C10H20
1-methyl-4-(1-methy... 140 C10H20
1-methyl-4-(1-methy... 140 C10H20

004291-79-6 86
001678-82-6 83
006069-98-3 80

5 1-Methyl-4-(1-methylethyl)-cyclo... 140 C10H20 000099-82-1 80

Abundance Scan 725 (7.648 min): BG059354.D\data.ms (-722) (-) m/z 55.10 100.00%

55.1
5000
R R RRRRRES
‘ H 140.2 7.40 7.60 7.80 8.00
op bl [ 275 4592 540. . 9719  82.21%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #20739: Cyclohexane, 1-methyl-3-propyl-
55.0
5000 LB L L I I LN L
7.40 7.60 7.80 8.00
m/z 41.10 27.89%
‘ ‘ 140.0
0‘\\”\u“\l\\“\l‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #20744: Cyclohexane, 1-methyl-2-propyl-
55.0
N RRRSRIIRE AR
7.40 7.60 7.80 8.00
5000 m/z 69.10 17.72%
H 140.0
Y R S
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #20790: Cyclohexane, 1-methyl-4-(1-methylethyl)-, trans- R R RRRREEE
55.0 7.40 7.60 7.80 8.00

m/z 83.10 16.87%

5000

=

JL\14?0

L L
m/z--> 0 50 100 150 200 250 300 350 400 450 500

7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 38 (DEL) Alkane: Cyclic7.848 Concentration Rank 56
R.T. EstConc Area Relative to ISTD R.T.
7.848 4.23 ng/ul 200012 1,4-Dichlorobenzene-d4 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 2-ethyl-1,3-dimethyl- 140 C10H20 007045-67-2 72
2 Cyclohexane, 1-ethyl-2,3-dimethyl- 140 C10H20 007058-05-1 64
3 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 64
4 Cyclohexane, 1,2-diethyl-, cis- 140 C1eH20 000824-43-1 56
5 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 56
Abundance Scan 759 (7.848 min): BG059354.D\data.ms (-756) (-) m/z 69.10 100.00%
69.1

£

5000
T
H ‘ ‘ 140.2 ‘ 7.60 7.80 8.00 8.20
Obrr bbb b L 1912 24933020 3902 476: y/; 11110 80.95%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #20756: Cyclohexane, 2-ethyl-1,3-dimethyl-
69.0
5000 L L L I I LN L
7.60 7.80 8.00 8.20
m/z 41.10 44 ,34%
140.0
O\\“l”‘h‘\ f“\\J‘J\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #20757: Cyclohexane, 1-ethyl-2,3-dimethyl-
69.0
S RARERCRNREEU
7.60 7.80 8.00 8.20
5000 m/z 55.10 39.65%
140.0
0 HWHM‘NLH ml“H‘“H“‘H‘,‘H“‘H“‘H“‘H‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #13248: Cyclohexane, 1,1,3-trimethyl- e AR
111.0 7.60 7.80 8.00 8.20
m/z 43.10 22.31%
0 HMM‘J \ o e N A ARVAVS
m/z--> 0 50 100 150 200 250 300 350 400 450 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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: Cyclic7.889 Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
7.889 12.20 ng/ul 576592  1,4-Dichlorobenzene-d4 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-methyl-3-propyl- 140 C10H20 004291-80-9 87
2 Cyclohexane, 1-bromo-4-methyl- 176 C7H13Br 006294-40-2 80
3 Cyclohexane, 1-methyl-2-propyl- 140 C1eH20 004291-79-6 72
4 Sulfurous acid, cyclohexylmethyl... 276 C14H2803S 1000309-21-7 72
5 Cycloheptane, bromo- 176 C7H13Br 002404-35-5 64

Abundance Scan 766 (7.889 min): BG059354.D\data.ms (-762) (-) m/z 55.10 100.00%

553.1
o M
e RAREEmEEEE SR
1402 7.60 7.80 8.00 8.20
ol i I b 2092 2925  A40L1 462 nyz 97.10  98.47%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #20739: Cyclohexane, 1-methyl-3-propyl-
55.0
5000 L L R B L B R
7.60 7.80 8.00 8.20
m/z 41.10 33.21%
‘ \ 140.0
O \\”\U“\h\\i‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #51237: Cyclohexane, 1-bromo-4-methyl-
97.0
RAREaEEEEE SRS
7.60 7.80 8.00 8.20
5000 m/z 96.10 15.87%
41.(
RS T E O —
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #20744: Cyclohexane, 1-methyl-2-propyl- R R A RRER
55.0 7.60 7.80 8.00 8.20
m/z 81.10 13.38%
5000
h } 140.0
b e
m/z--> 50 100 150 200 250 300 350 400 450 7.60 7.80 8.00 8.20
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Data Path : Z

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\

Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS vial : 1

Quant Method
Quant Title

TIC Library

© Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.MA.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 40 unknown-03 Concentration Rank 43

R.T. EstConc Area Relative to ISTD R.T.
7.942 8.48 ng/ul 400723  1,4-Dichlorobenzene-d4 8.230
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Heptadecanoic acid, heptadecyl e... 509 C34H6802 036617-50-2 47

2 Cyclohexane, 1-methyl-2-propyl- 140 C1eH20 004291-79-6 46
3 Ethanone, 1-(1-methylcyclohexyl)- 140 C9H160 002890-62-2 43
4 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 43
5 m-Menthane, (1S,3S)-(+)- 140 C1leH20 013837-67-7 38
Abundance Scan 775 (7.942 min): BG059354.D\data.ms (-771) (-) m/z 55.10 100.00%
55.1
w0 M\/\MM
l 7607.80800820
140.2 : : . :
0 H‘_"u“\_ﬂm!_‘l??}'?‘H_‘H_mﬁ??n“‘www m/z 43.10 88.67%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #339312: Heptadecanoic acid, heptadecy! ester
57.0
5000 T I T T [T T[T [Trrr 1
7.60 7.80 8.00 8.20
111.0 m/z 57.10 79.52%
‘ { ‘ 271.0
[, !‘\‘}“H“\Jh‘\“\:l‘_‘\?(\)\.(\)‘ T T '\‘ L L B \5\?\8\'
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #20744: Cyclohexane, 1-methyl-2-propyl-
55.0
P T
7.60 7.80 8.00 8.20
5000 m/z 97.20 78.50%
‘ } 140.0
oL b
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #21583: Ethanone, 1-(1-methylcyclohexyl)- e RABRARNENEE NS s
55.0 7.60 7.80 8.00 8.20
m/z 71.10 39.18%
5000
| ‘ 140.0
0 M\\“Mu‘w‘!_H“HH_HWHH_kummw  Rind SEmASTERIa v et
m/z--> 50 100 150 200 250 300 350 400 450 500 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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 18
R.T. EstConc Area Relative to ISTD R.T.
8.059  18.40 ng/ul 869787 1,4-Dichlorobenzene-d4 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C10H22 000124-18-5 37
2 3-Methylpentan-2-yl trifluoroace... 198 C8H13F302 155090-02-1 32
3 Decane, 5-methyl- 156 C11H24 013151-35-4 30
4 Heptane, 4-ethyl- 128 C9H20 002216-32-2 27
5 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 25
Abundance Scan 795 (8.059 min): BG059354.D\data.ms (-787) (-) m/z 57.10 100.00%
57.1
SRR AR R AR
‘ | | ‘ 134.2 7.80 8.00 8.20 8.40
Ol bbby L 1689 2108 s 4310 69.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22069: Decane
43.0
5000 L B I L L I LA B
71.0 7.80 8.00 8.20 8.40
m/z 91.85 44.86%
99. 0 142.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74304: 3-Methylpentan-2-yl trifluoroacetate
57.0
CRE T e T
7.80 8.00 8.20 8.40
5000 m/z 41.10 24.43%
85.0
29.0
141.
oo L 0 M0 ey
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33084: Decane, 5-methyl- e AR aRREE R
57.0 7.80 8.00 8.20 8.40
m/z 92.10 22.63%
5000
290 85.0
oLl a0 s
H‘_‘H,H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H, P e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40

SFAM-EPA-BG100723.MA.M Mon Oct 09 ©5:54:58 2023 Page: 45



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 42 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.124 102.74 ng/ul 4856580 1,4-Dichlorobenzene-d4 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 83
2 Heptane, 5-ethyl-2-methyl- 142 C10H22 013475-78-0 78
3 Nonane, 2,3-dimethyl- 156 C11H24 002884-06-2 78
4 Decane, 2,3,5,8-tetramethyl- 198 C14H30 192823-15-7 72
5 Decane, 4-methyl- 156 C11H24 002847-72-5 72
Abundance Scan 806 (8.124 min): BG059354.D\data.ms (-798) (-) m/z 43.10 100.00%
3.1
- W/\/\AA//\A\A
P T
h ‘85,1 7.80 8.00 8.20 8.40
ob— Al g4t 0 2818 3805 /7 57.10  82.77%
miz--> 50 100 150 200 250 300
Abundance #33090: Decane, 4-methyl-
43.0
5000 L L R R B R B
7.80 8.00 8.20 8.40
m/z 71.10 63.56%
‘ 112.0
O \‘\ ‘ ‘h‘\ ‘1‘ \“‘\ ‘ \h\ T \]-‘56\.0\ T ‘ L ’ L ‘ L
miz--> 50 100 150 200 250 300
Abundance #22126: Heptane, 5-ethyl-2-methyl-
43.0
7.80 8.00 8.20 8.40
5000 m/z 41.10 36.53%
113.0
oLl |
m/iz--> 50 100 150 200 250 300
Abundance #33095: Nonane, 2,3-dimethyl- T AEmmamaE TR
57.0 7.80 8.00 8.20 8.40
m/z 70.10 23.19%
5000
112.0
ol i | 1se0
m/z--> 50 100 150 200 250 300 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 43 Cyclopentanemethanamine, 2-... Concentration Rank 57
R.T. EstConc Area Relative to ISTD R.T.
8.294 4.21 ng/ul 198795 1,4-Dichlorobenzene-d4 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanemethanamine, 2-amino- 114 C6H14N2 021544-02-5 53
2 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 53
3 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 50
4 Sulfurous acid, cyclohexylmethyl... 402 C23H4603S 1000309-22-4 47
5 Sulfurous acid, cyclohexylmethyl... 332 C18H3603S 1000309-21-9 40

Abundance Scan 835 (8.294 min): BG059354.D\data.ms (-832) (-) m/z 55.10 100.00%

55.1

-

5000
T
‘ ‘ \ 139.2 ) 8.00 8.20 8.40 8.60
o ALLLLLT 2475 3152 4002 4691 Tgs 4 78 10
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #8360: Cyclopentanemethanamine, 2-amino-
30.0
84.0
5000 L L R B L BN LR
8.00 8.20 8.40 8.60
‘ m/z 57.16  61.23%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #7673: Cyclohexane, 1,4-dimethyl-, cis-
55.0
R RARLREEREECSL R
8.00 8.20 8.40 8.60
5000 m/z 43.10 46.94%
12.0
oHl‘-l
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #7674: Cyclohexane, 1,4-dimethyl-, cis- S e
55.0 8.00 8.20 8.40 8.60
m/z 56.10 41.57%
5000
112.0
o|l“l R . —
m/z--> 0 50 100 150 200 250 300 350 400 450 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.341  25.65 ng/ul 1212340 1,4-Dichlorobenzene-d4 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 49
2 Tridecane 184 C13H28 000629-50-5 49
3 1-Octadecanesulphonyl chloride 352 C18H37Cl02S 1000342-70-4 49
4 Dodecane 170 C12H26 000112-40-3 47
5 Undecane, 3-methyl- 170 C12H26 001002-43-3 47

Abundance Scan 843 (8.341 min): BG059354.D\data.ms (-838) (-) m/z 57.10 100.00%

57.1
5000
95.1
R A mEa s b
H 1271 8.00 8.20 8.40 8.60
ol ‘Mu “‘U‘ ol by i 1636 2125 2484 29L. 'n/; 43.16  59.88%
miz--> 50 100 150 200 250
Abundance #59029: Tridecane
57.0
5000 T T T T T[T T T T[T [ TTrTi 1
8.00 8.20 8.40 8.60
m/z 41.10 55.70%
27.0‘ 99.0
04 \“\ ‘\“‘H‘\ ‘!‘ \“‘\ “’ i %4}‘0\ \18\4\0‘ LA B B B s
m/z--> 50 100 150 200 250
Abundance #59026: Tridecane
57.0
R ]
8.00 8.20 8.40 8.60
5000 m/z 56.10 46.34%
27.0
‘ H ‘ 99.0 141.0 184.0
YN 0 A O I v
m/iz--> 50 100 150 200 250
Abundance #261362: 1-Octadecanesulphonyl chloride R AR EERRREE
57.0 8.00 8.20 8.40 8.60
m/z 55.10 43.68%
5000
| m
133.0
ol BV I LA L. B Db A A
m/z--> 50 100 150 200 250 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 45 (DEL) Alkane: Straight-Chai... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8.406 16.57 ng/ul 783074 1,4-Dichlorobenzene-d4 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3,9-dimethyl- 184 C13H28 017301-31-4 59
2 Decane, 3-methyl- 156 C11H24 013151-34-3 59
3 Dodecane, 3-methyl- 184 C13H28 017312-57-1 53
4 Dodecane, 3-methyl- 184 C13H28 017312-57-1 53
5 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 50
Abundance Scan 854 (8.406 min): BG059354.D\data.ms (-851) (-) m/z 57.10 100.00%
57.1
e A RARRR R
127.2 ‘ 8.00 8.20 8.40 8.60 8.80
ob bl 8280 494 L 4310 41.14%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #59068: Undecane, 3,9-dimethyl-
57.0
5000 [T i [ T T[T [ T[T
8.00 8.20 8.40 8.60 8.80
m/z 71.10 40.81%
1L
0\\‘\‘\‘\\\l\‘\‘\“\\“\\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #33092: Decane, 3-methyl-
57.0
8.00 8.20 8.40 8.60 8.80
5000 m/z 41.10 36.64%
127.0
]
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #59042: Dodecane, 3-methyl- e ERARREEE S
57.0 8.00 8.20 8.40 8.60 8.80
m/z 85.15 30.86%
5000
1), 2
ot e e
m/z--> 50 100 150 200 250 300 350 400 450 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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 (DEL) Alkane: Cyclic8.465 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.465 29.21 ng/ul 1380910 1,4-Dichlorobenzene-d4 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 91
2 Cyclohexane, butyl- 140 C10H20 001678-93-9 91
3 Cyclohexane, (2-methylpropyl)- 140 CleH20 001678-98-4 87
4 Cyclohexane, (2-methylpropyl)- 140 CleH20 001678-98-4 86
5 Cyclohexane, propyl- 126 CSH18 001678-92-8 78
Abundance Scan 864 (8.465 min): BG059354.D\data.ms (-860) (-) m/z 55.10 100.00%
55.1
R R NEREEE
‘ ‘ 140.2 ‘ 8.20 8.40 8.60 8.80
ot 3586 5060 /7 83.10  95.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #20675: Cyclohexane, butyl-
83.0
5000 LB L B B B R
8.20 8.40 8.60 8.80
140.0 m/z 82.10 52.08%
29.
O‘\\”\‘\"A\hl\\H\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #20677: Cyclohexane, butyl-
83.0
SO e
8.20 8.40 8.60 8.80
5000 m/z 41.10 41.01%
29. ‘ 140.0
o"‘”“Wm""!“‘H"‘H"‘Hwwwwuww
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #20732: Cyclohexane, (2-methylpropyl)-  Amm e A RRas
55.0 8.20 8.40 8.60 8.80
m/z 56.10 17.95%
5000
L e
o‘mwhm‘wu!_m"m‘mWHHWHWHWHW S A S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.20 8.40 8.60 8.80

SFAM-EPA-BG100723.MA.M Mon Oct 09 ©5:55:04 2023 Page: 50



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acq On 7 Oct 2023 22:57

Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.MA.M
: 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 47 (DEL) Alkane: Straight-Chai... Concentration Rank 33

R.T. EstConc Area Relative to ISTD R.T.
8.576 10.78 ng/ul 509652 1,4-Dichlorobenzene-d4 8.230
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 5-ethyl-2-methyl- 156 C11H24 062016-18-6 50
2 Undecane, 5-ethyl- 184 C13H28 017453-94-0 47
3 Tridecane, 6-propyl- 226 C16H34 055045-10-8 47
4 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 47
5 Docosane, 7-butyl- 366 C26H54 055282-15-0 47
Abundance Scan 883 (8.576 min): BG059354.D\data.ms (-878) (-) m/z 43.10 100.00%
- M
117.1 R AR RRRN RN
| ‘ 8.20 8.40 8.60 8.80
obrldl L Wi 20052490 4120 476 ., 5719 89.23%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #33106: Octane, 5-ethyl-2-methyl-
43.0
5000 L L AL B A R I
8.20 8.40 8.60 8.80
m/z 71.10 56.61%
127.0
0\\”\"\'\‘\“\‘\h\“\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #59035: Undecane, 5-ethyl-
57.0
8.20 8.40 8.60 8.80
5000 m/z 41.10 35.49%
‘ ‘ 155.0
s —
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107222: Tridecane, 6-propyl- T
43.( 8.20 8.40 8.60 8.80
m/z 85.10  33.94%
5000
126.0 1830
OH““H‘I‘M”H““f“hu““H““HH‘HH“H“HH‘HH‘HH  ERARRE e e e
m/z--> 50 100 150 200 250 300 350 400 450 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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 Benzene, 1,3-diethyl- Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
8.682 13.78 ng/ul 651389 1,4-Dichlorobenzene-d4 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 96
2 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 94
3 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 90
4 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 90
5 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 89
Abundance Scan 901 (8.682 min): BG059354.D\data.ms (-896) (-) m/z 119.10 100.00%
119.1
57.1
5000
AT A REmmaREE
‘ ‘ H ‘ 8.40 8.60 8.80 9.00
ol il ““‘w‘w““” Ay 19992431 2890 3700 4 7 105.10  95.06%
miz--> 50 100 150 200 250 300 350
Abundance #17033: Benzene, 1,3-diethyl-
119.0
5000 L L L I L I
8.40 8.60 8.80 9.00
27.0 717 m/z 57.10 53.49%
0 \“‘\“\“‘L“\M\‘“\ ‘\“H\H \‘\ L I o
miz--> 50 100 150 200 250 300 350
Abundance #17028: Benzene, 1,3-diethyl-
119.0
A R
8.40 8.60 8.80 9.00
5000 m/z 134.05 51.47%
27.0 77‘1
N
m/z--> 50 100 150 200 250 300 350
Abundance #17027: Benzene, 1,4-diethyl- AR
119.0 8.40 8.60 8.80 9.00
m/z 91.10 28.41%
5000
27.0 77.(1
s T I
m/z--> 50 100 150 200 250 300 350 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 49 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.741  29.99 ng/ul 1417746  1,4-Dichlorobenzene-d4 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Decene, 7-methyl-, (E)- 154 C11H22 062338-48-1 60
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 50
3 Trichloroacetic acid, 4-methylpe... 246 C8H13C1302 1000282-35-2 47
4 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 47
5 Pentadecane, 7-methyl- 226 Cl6H34 006165-40-8 47

Abundance Scan 911 (8.741 min): BG059354.D\data.ms (-906) (-) m/z 43.10 100.00%

43.1
8.40 8.60 8.80 9.00
7.2 154.2 : : : :
ob I m Loy 2072 3084 503 m/z 57.10  82.68%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #31434: 4-Decene, 7-methyl-, (E)-
43.0
5000 T T T I T[T T T T[T T[T
8.40 8.60 8.80 9.00
m/z 71.10 57.10%
g7 1500
O\\“\!\‘Il‘\l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #90205: Dodecane, 2,6,11-trimethyl-
43.0
AR
8.40 8.60 8.80 9.00
5000 m/z 41.10 54.70%
113.0
i 1690
oA e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #131225: Trichloroacetic acid, 4-methylpentyl ester R Ran  EAAREmER T
43.0 8.40 8.60 8.80 9.00
m/z 55.10 49.15%
5000
117.0
m/z--> 50 100 150 200 250 300 350 400 450 500 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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 Sabinyl isobutanoate Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
8.847 16.25 ng/ul 768355 1,4-Dichlorobenzene-d4 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sabinyl isobutanoate 222 C14H2202 005281-01-6 64
2 Benzene, n-butyl- 134 C1oH14 000104-51-8 53
3 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 49
4 Benzene, n-butyl- 134 C10H14 000104-51-8 49
5 Benzene, n-butyl- 134 C1oH14 000104-51-8 49
Abundance Scan 929 (8.847 min): BG059354.D\data.ms (-923) (-) m/z 91.10 100.00%
911
5000

H 8.60 8.80 9.00 9.20
35901111697 2430 32383813 820 . 4310 45.46%

07
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #101684: Sabinyl isobutanoate
91.0
5000 LI L L L L B L B

8.60 8.80 9.00 9.20
m/z 92.10 43.88%

27#}‘ \‘

O‘\\\\"\\“\ ‘u\‘\]\*\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17010: Benzene, n-butyl-
91.0
P e
8.60 8.80 9.00 9.20
5000 ITI/Z 134.05 38.74%
any
O
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17041: Benzene, (2-methylpropyl)- e RARARR T
91.0 8.60 8.80 9.00 9.20
m/z 119.10 33.71%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.60 8.80 9.00 9.20

SFAM-EPA-BG100723.MA.M Mon Oct 09 ©5:55:09 2023 Page: 54



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS vial : 10

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.MA.M
: SVOA CALIBRATION

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 Naphthalene, decahydro-, cis- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.046  39.96 ng/ul 1889176 1,4-Dichlorobenzene-d4 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 94
2 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 94
3 Naphthalene, decahydro- 138 C10H18 000091-17-8 93
4 Naphthalene, decahydro- 138 C10H18 000091-17-8 93
5 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 93

Abundance Scan 963 (9.046 min): BG059354.D\data.ms (-957) (-)
67.

1

138.2

m/z 67.10 100.00%

-

8.80 9.00 9.20 9.40

m/z 41.10 73.28%

=

8.80 9.00 9.20 9.40

m/z 68.10 66.62%

N

8.80 9.00 9.20 9.40

m/z 55.10 60.64%

-

8.80 9.00 9.20 9.40

m/z 81.10  59.94%

3

mlz--> 0 50

5000
0“"\,‘”\,'237'8355'2526‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #19453: Naphthalene, decahydro-, cis-
67.0
138.0
5000
OJ‘H‘\J\WU’LW’
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #19461: Naphthalene, decahydro-, trans-
67.0
138.0
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #19429: Naphthalene, decahydro-
67.0 138.0
5000
0_‘”‘:“‘H,‘lm,uwuwuH_m_m_m_m_m

100 150 200 250 300 350 400 450 500

8.80 9.00 9.20 9.40
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

7

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
BGO59354.D

Oct 2023 22:57

: MA/JU
. 04607-22

. 10

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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 52 (DEL) Alkane: Cyclic9.252 Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
9.252 15.08 ng/ul 713062 1,4-Dichlorobenzene-d4 8.230
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclopentane, 1-ethyl-2-methyl-,... 112 C8H16 000930-89-2 76

2 Cyclopentane, 1-methyl-2-propyl- 126 C9H18 003728-57-2 74
3 Cyclooctane, methyl- 126 CO9H18 001502-38-1 49
4 Cyclopentane, (2-methylpropyl)- 126 C9H18 003788-32-7 49
5 2-Nonene, (E)- 126 C9H18 006434-78-2 46
Abundance Scan 998 (9.252 min): BG059354.D\data.ms (-993) (-) m/z 55.10 100.00%
55.1
w0 W
R R R
‘ ‘ ‘ ‘ 9.00 9.20 9.40 9.60
ol LAE L it s 2101 8 2901 346 /7 83.10 55.17%
miz--> 50 100 150 200 250 300
Abundance #7696: Cyclopentane, 1-ethyl-2-methyl-, cis-
55.0
5000 L LI L LI L B
9.00 9.20 9.40 9.60
m/z 41.10 54.97%
1120
5.
O' \‘\\\\\\\\\\\\\\\\\\\\\
miz--> 50 100 150 200 250 300
Abundance #13272: Cyclopentane, 1-methyl-2-propyl-
55.0
T
9.00 9.20 9.40 9.60
5000 m/z 56.10 54.63%
97.0
0 e — e
miz--> 50 100 150 200 250 300
Abundance #13198: Cyclooctane, methyl- R AANEEE Y
55.0 9.00 9.20 9.40 9.60
m/z 69.10 52.18%
5000
97.0
A1 P11 Y N o A R
m/z--> 0 100 150 200 250 300 9.00 9.20 9.40 9.60
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\

BGO59354.D
7 Oct 2023 22:57

: MA/JU
. 04607-22

: 10 Sample Multiplier: 1

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.MA.M

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

Peak Number 53 Benzene, 2-ethyl-1,4-dimethyl-

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
9.299  44.56 ng/ul 2106570  1,4-Dichlorobenzene-d4 8.230
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 83
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 83
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C1loH14 001758-88-9 80
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 80
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 55
Abundance Scan 1006 (9.299 min): BG059354.D\data.ms (-1002) (-) m/z 119.05 100.00%
55.1 119.1
5000
M A
| ‘ ‘ ‘ 9.00 9.20 9.40 9.60
ol iUl | 2182 32353824 4868 531. .., 5519 95.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 L L B L BN AL
9.00 9.20 9.40 9.60
m/z 97.10 93.92%
39.0
O ‘\‘\\\u’h\ll\k\\l‘.\\“ \l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
T T
9.00 9.20 9.40 9.60
5000 m/z 41.10 31.62%
39.0
0 _MW,"M‘I‘JJ‘m‘H‘WH‘_"WHwwwwwm
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17073: Benzene, 2-ethyl-1,4-dimethyl- e EAREEEEE T
119.0 9.00 9.20 9.40 9.60
m/z 134.05 29.54%
5000
oo bt o N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 54 (DEL) Alkane: Cyclic9.505 Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
9.505 10.08 ng/ul 476345  1,4-Dichlorobenzene-d4 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (2-methylpropyl)- 140 C1oH20 001678-98-4 50
2 Cyclohexane, undecyl- 238 C17H34 054105-66-7 47
3 Cyclohexane, pentyl- 154 C11H22 004292-92-6 43
4 Pyridine, 2,3,4,5-tetrahydro- 83 C5HSN 000505-18-0 43
5 Cyclohexane, pentyl- 154 C11H22 004292-92-6 43
Abundance Scan 1041 (9.505 min): BG059354.D\data.ms (-1037) (-) m/z 55.10 100.00%
55.1
‘ 9.50 |
154.2 :

ol Ll P s w7 meer Loogn eason

miz--> 50 100 150 200 250 300 350

Abundance #20733: Cyclohexane, (2-methylpropyl)-

55.0
5000 — ‘
9.50
07.0 m/z 41.10 58.72%
H ‘ 140.0
O\‘\L““\W\‘w“‘\\\x“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #121344: Cyclohexane, undecyl-
83.0
T \
9.50
5000 m/z 97.10 50.35%
41.
(TR T WE - — T ——
m/z--> 50 100 150 200 250 300 350
Abundance #31433: Cyclohexane, pentyl- T
83.0 9.50
m/z 57.10 38.92%
5000
41.
‘ 154.0
ol [
m/z--> 50 100 150 200 250 300 350 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 55 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.634  24.56 ng/ul 1161080 1,4-Dichlorobenzene-d4 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3,4,5,6-tetramethyl- 170 C12H26 062185-21-1 64
2 Undecane, 3,7-dimethyl- 184 C13H28 017301-29-0 64
3 Nonane 128 C9H20 000111-84-2 59
4 Undecane, 5-methyl- 170 C12H26 001632-70-8 59
5 Docosane, 2,21-dimethyl- 338 C24H50 077536-31-3 59

Abundance Scan 1063 (9.634 min): BG059354.D\data.ms (-1056) (-) m/z 43.10 100.00%

43.1
5000

A
‘ %5.1 ) ‘ 9.50 10.00
o dihiliy 1532 2104 2669 3550 424. ... 5719 95.02%

m/z--> 50 100 150 200 250 300 350 400
Abundance #45518: Octane, 3,4,5,6-tetramethyl-
57.0

5000 S
9.50 10.00
{ m/z 41.10  47.29%
i

‘ 113.0
O\\‘\"l\L‘\“\‘\\\\%??lp\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #59052: Undecane, 3,7-dimethyl-

43.0

9.‘50 10.‘00
5000 m/z 71.10 35.64%
0 — “‘ ‘ "‘ “‘ e “‘ ]\_Z\Z\O‘ \1\8\4\‘0\ LI L L L L L L L A/\/WMJL\/\/
m/z--> 50 100 150 200 250 300 350 400
Abundance #14522: Nonane T 7
43.0 9.50 10.00

m/z 55.10  33.86%

) M
Lm0

Y T — —
miz--> 50 100 150 200 250 300 350 400 9.50 10.00

SFAM-EPA-BG100723.MA.M Mon Oct 09 ©5:55:14 2023 Page: 59



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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 1-Iodo-2-methylnonane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.804 47.80 ng/ul 1024360  Naphthalene-d8 11.073

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Iodo-2-methylnonane 268 Cl1loH21I 1000101-47-9 83
2 Undecane, 4,7-dimethyl- 184 C13H28 017301-32-5 50
3 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 49
4 Sulfurous acid, hexyl 2-pentyl e... 236 C11H2403S 1000309-15-6 47
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 47

Abundance Scan 1092 (9.804 min): BG059354.D\data.ms (-1085) (-) m/z 57.10 100.00%

57.1
05.1 — Y
‘ ‘ 9.50 10.00
ob bildapl (i85 2680 3284 4380 ;4310 97.26%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #157266: 1-lodo-2-methylnonane
43.0
5000 — —r
9.50 10.00
m/z 71.10 63.41%
ARl |32 110 2600
L ‘\f\f‘\\\f’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #59054: Undecane, 4,7-dimethyl-
43.0
— ——
9.50 10.00
5000 m/z 41.10 49.,68%
SRR T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #45501: Decane, 3,7-dimethyl- “ T
43.0 9.50 10.00
m/z 85.15 34.66%
5000
‘ ‘ 127.0
ou“‘muuq‘mJ,mw"Wm_m_m_mw - A
m/z--> 50 100 150 200 250 300 350 400 450 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG®59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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 57 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
9.839 36.29 ng/ul 777764  Naphthalene-d8 11.073
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 93
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 90
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 90
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 90
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 90
Abundance Scan 1098 (9.839 min): BG059354.D\data.ms (-1095) (-) m/z 119.10 100.00%
119.1
5000 AA A
51.1 9.50 10.00
Otk L lLL 2028 3165 3878 5820 /7 134.05 50.78%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 \}\ P e
9.50 10.00
m/z 91.10 23.30%
39.0 ‘
0’\\‘1u%‘!‘1l\“\![1‘\u \\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17065: Benzene, 1,2,3,5-tetramethyl-
119.0
— —
9.50 10.00
5000 m/z 120.10 10.16%
39.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 /\ /U\
Abundance #17068: Benzene, 1,2,4,5-tetramethyl- SRS N
119.0 9.50 10.00
m/z 92.10 9.98%
5000
39.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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 Naphthalene, decahydro-2-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.939 50.55 ng/ul 1083350  Naphthalene-d8 11.073

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 98
2 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 93
3 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 87
4 Bicyclo[4.1.0]heptane, 3-methyl- 110 C8H14 041977-47-3 83
5 Decalin, syn-1-methyl-, cis- 152 C11H20 1000158-89-1 70

Abundance Scan 1115 (9.939 min): BG059354.D\data.ms (-1109) (-) m/z 81.10 100.00%

81.1
152.1
5000
——
L w
oL Wb L] 3188 4390 . o519 84.92%
m/z--> 50 100 150 200 250 300 350 400
Abundance #29507: Naphthalene, decahydro-2-methyl-
81.0 1520
5000774 —
10.00
m/z 67.10  84.39%
0 \“\ '\ \H“‘h\h\‘\“\\\\‘HH‘HH‘HH‘HH‘HH
m/z--> 50 100 150 200 250 300 350 400
Abundance #29490: trans-Decalin, 2-methyl-
81.0
—
152.0 10.00
5000 m/z 95.10 75.37%
29.
0 ‘H““‘"“w!“‘ ‘““““‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #29494: cis-Decalin, 2-syn-methyl- T
95.0 10.00
m/z 41.10 67.05%
41.0
5000
152.0
LU i
m/z--> 50 100 150 200 250 300 350 400 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 59 (DEL) Alkane: Straight-Chai... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.033 17.48 ng/ul 374638 Naphthalene-d8 11.073
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 3-methyl- 184 C13H28 017312-57-1 53
2 Dodecane, 3-methyl- 184 C13H28 017312-57-1 53
3 Undecane, 3-methyl- 170 C12H26 001002-43-3 50
4 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 47
5 3,5-Dimethyldodecane 198 C14H30 107770-99-0 47
Abundance Scan 1131 (10.033 min): BG059354.D\data.ms (-1125) (- | m/z 57.10 100.00%
57.1
- MW
—
L
ol dd kbl 2292 3059 3087 523 ., 4319 50.56%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #59042: Dodecane, 3-methyl-
57.0
5000 —r ‘
10.00
m/z 41.10 40.60%
‘ ‘ ‘ 155.0
0\\‘\\\’\J\\‘\l“\l\\\“\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #59047: Dodecane, 3-methyl-
57.0
LN T
10.00
5000 m/z 71.05 31.33%
‘ ‘ 155.0
L e —
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #45498: Undecane, 3-methyl- 7 ‘
57.0 10.00
m/z 55.10  29.42%
5000
“ \ 141.0
Y —
m/z--> 50 100 150 200 250 300 350 400 450 500 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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 unknown-04 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.210  64.91 ng/ul 1391076  Naphthalene-d8 11.073
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 42
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 42
3 Benzene, 1-methyl-2-(1-methyl-2-... 146 C1l1H14 097664-19-2 38
4 Benzene, 1l-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 38
5 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 35

Abundance Scan 1161 (10.210 min): BG059354.D\data.ms (-1154) (- | m/z 57.10 100.00%
57.1

131.1
5000

-

‘ -
| H\\M\ | 2155 3330 479.6 548 R
ol 2153 3330 479.6 548 ., 131 g5  54.63%
miz—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #25052: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131.0

o

5000 e AW

10.00 10.50
m/z 41.10 39.55%

el

‘\\\\‘\\\\’\f ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #25042: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131.0

o

j
T

3

T —
10.00 10.50
5000 m/z 55.10 35.24%

o

20 |||
SRR RS AR SRR AR R SR AN RN AR RN SARANN

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #25059: Benzene, 1-methyl-2-(1-methyl-2-propenyl)- e —
131.0 10.00 10.50

m/z 133.05 32.32%
JHH.NLI |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00 10.50

-

5000

39.0

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 61 unknown-@5 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.304 18.87 ng/ul 404524  Naphthalene-d8 11.073
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexenal, 2-ethyl- 126 C8H140 000645-62-5 27
2 Bicyclo[4.2.0]octa-1,3,5-triene,... 146 C11H14 027087-54-3 15
3 Benzene, 1-methyl-4-(1-methyl-2-... 146 C1l1H14 097664-18-1 15
4 Cyclooctane, methyl- 126 C9H18 001502-38-1 15
5 3a,7a-Epoxy-1H-inden-4(5H)-one, ... 152 C9H1202 039746-31-1 14

Abundance Scan 1177 (10.304 min): BG059354.D\data.ms (-1171) (+ ' m/z 55.10 100.00%
1

58.
97.2 1311
5000

— ——
10.00 10.50
168.2
- ‘M‘ y 207.0 m/z 43.10  69.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #12991: 2-Hexenal, 2-ethyl-
55.0
5000 27.0 97.0 T T
126.0 10.00 10.50
m/z 131.05 62.97%
0' }\““M\‘\“\“\\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #25064: Bicyclo[4.2.0]octa-1,3,5-triene, 7-isopropyl-

131.0
LA g
10.00 10.50
5000 m/z 41.10 62.88%

91.0

390 630
| ‘\ \‘\\ i m‘h |l \‘\\ H\ \\H L

R B e R ARmEARR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25060: Benzene, 1-methyl-4-(1-methyl-2-propenyl)-

131.0

o

2

“ T
10.00 10.50
m/z 97.15 57.09%

5000
91.0

3

390 &50 ‘ H
o‘_M““uuhh“:MH“_m‘wm\ut“l‘_“m_m_mww - —
miz--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 62 Benzene, 1-methyl-2-(2-prop... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.427 42.02 ng/ul 900491 Naphthalene-d8 11.073
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 70
2 o-Cymene 134 C10H14 000527-84-4 70
3 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 70
4 o-Cymene 134 CleH14 000527-84-4 70
5 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C10H14 076089-59-3 70
Abundance Scan 1198 (10.427 min): BG059354.D\data.ms (-1192) (- m/z 119.10 100.00%
119.1
| A R
L L
51.0 ‘ ‘ | ‘ 10.50
ol bpdddpd 1644 3025  377.9424: 0197 19 51.17%
miz--> 50 100 150 200 250 300 350 400
Abundance #16168: Benzene, 1-methyl-2-(2-propenyl)-
117.0
5000
10 50
m/z 134.05 41.42%
01 QT‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #16998: o-Cymene
119.0
10 50
5000 m/z 91.10 24.52%
41.0 ‘
obmrrpigep e oo o
m/z--> 50 100 150 200 250 300 350 400
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0 10 50
m/z 115.10 17.99%
5000 j\
39.0
m/z--> 50 100 150 200 250 300 350 400 10.50
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Data Path : Z:
Data File : BG

Acqg On 7
Operator : MA
Sample : 04
Misc

ALS vial : 10

Quant Method
Quant Title

TIC Library

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
059354.D

Oct 2023 22:57

/3U

607-22

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

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

Peak Number 63 unknown-06 Concentration Rank 45

R.T. EstConc Area Relative to ISTD R.T.
10.492 6.93 ng/ul 148479  Naphthalene-d8 11.073
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanal 212 C14H280 000124-25-4 43
2 Hexadecane, 1-chloro- 260 C16H33C1 004860-03-1 38
3 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 35
4 Undecane, 3,9-dimethyl- 184 C13H28 017301-31-4 35

5 Oxalic acid, heptadecyl hexyl ester 412 C25H4804 1000309-25-1 35

Abundance Scan 1209 (10.492 min): BG059354.D\data.ms (-1205) (- | m/z 57.10 100.00%
57.1
o ]\/&ﬁ\AAAJVkMJ\WJVvV
111.2 —
L) 090 s
ol bl e e m/z 43.10 65.79%
miz--> 50 100 150 200 250 300 350 400
Abundance #90089: Tetradecanal
57.0
5000 T
10.50
9.0 m/z 41.10 42.18%
’ 168.0
| N
O\L“\‘\ \h’\‘\“\“\‘\“\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #148418: Hexadecane, 1-chloro-
57.0
——
10.50
5000 ITI/Z 71.10 34.67%
5.0 260.0
o\IH,ml-o,
m/z--> 50 100 150 200 250 300 350 400
Abundance #59103: Decane, 6-ethyl-2-methyl- ——
57.0 10.50
m/z 56.10 34.26%
5000
‘ 141.0
S L
m/z--> 50 100 150 200 250 300 350 400 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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 1-Dodecanol Concentration Rank 54
R.T. EstConc Area Relative to ISTD R.T.

10.838 4.56 ng/ul 97828 Naphthalene-d8 11.073
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Dodecanol 186 C12H260 000112-53-8 50
2 1-Eicosanol 298 C20H420 000629-96-9 46
3 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 43
4 Cyclopentane, 1-hexyl-3-methyl- 168 C12H24 061142-68-5 43
5 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 43

Abundance Scan 1268 (10.838 min): BG059354.D\data.ms (-1265) (- | m/z 41.10 100.00%
41.1

5000
1621 1050 1100
‘ J H 220 627483320 4475 : :
Ol S R R m/z 55.10 94.98%

é

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #61033: 1-Dodecanol
55.0
5000 — —
10.50 11.00
111.0 m/z 43.10 90.80%
UL oo
O‘\\\“J\‘\‘\“}\l\‘\‘\l\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #197433: 1-Eicosano
43.0
— ——
70 10.50 11.00
5000 ’ ITI/Z 56.10 80.12%

01‘ H H ‘“1530 w20

3

m/z--> 0 50 lOO 150 200 250 300 350 400 450
Abundance #271371: Bromoacetic acid, hexadecyl ester
43.0 10.50 11.00
m/z 83.10 76.95%
7.0
5000 \M/M
O‘IIJHMJ:%%, - —
m/z--> 0 50 100 150 200 250 300 350 400 450 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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 unknown-07 Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.
11.702 5.99 ng/ul 128467 Naphthalene-d8 11.073
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromopropionic acid, cyclohexy... 234 C9H15Br02 015151-89-0 47
2 Cyclohexane, octyl- 196 C14H28 001795-15-9 47
3 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 47
4 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 47
5 1,2,4-Triazol-1-ylacetic acid 127 C4H5N302 028711-29-7 47

Abundance Scan 1415 (11.702 min): BG059354.D\data.ms (-1410) (- | m/z 55.10 100.00%

58.1
5000
119.0

T T
11.50 12.00

“-‘m” m/z 83.85 99.50%

ob dilludyl zees 678 4924
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #116675: 2-Bromopropionic acid, cyclohexyl ester
83.0
5000 — ——

11.50 12.00
m/z 82.18  70.12%

il
WMJﬂmmﬂkwﬁ§9‘ﬁ”‘W‘”\”‘W‘”W‘”‘W‘”\”‘W
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #71755: Cyclohexane, octyl-
83.0

T e
11.50 12.00

o

5000 m/z 41.10 52.11%
R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #12168: Cyclohexane, 2-propenyl- T —
55.0 11.50 12.00

m/z 57.05 49.62%

- xkfxﬂwkwmﬂkﬂwkjkwww
‘ 124.0
U ‘1 Bl |

O e e e e T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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 52
R.T. EstConc Area Relative to ISTD R.T.
11.984 4.92 ng/ul 105441  Naphthalene-d8 11.073
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2-methyl- 128 C9H20 003221-61-2 64
2 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 64
3 Butane, 2,2-dimethyl- 86 Ce6H14 000075-83-2 64
4 Tridecane, 3-methyl- 198 C14H30 006418-41-3 64
5 Nonadecane 268 C19H40 000629-92-5 53

Abundance Scan 1463 (11.984 min): BG059354.D\data.ms (-1459) (- | m/z 57.10 100.00%
57.1

5000
12.00
112.1 ‘ :
O 21212664 3918 488! ., 43.10  61.02%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #14531: Octane, 2-methyl-
43.0
5000 T
12.00
m/z 71.05 54.41%
Lm0
O’\\\ ‘\T!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #2059: Butane, 2,2-dimethyl-
57.0
LA PEYS AL
12.00
5000 ITI/Z 41.10 28.68%
O,HM‘M‘H_m_m‘mwHHWHWH,HH,HH
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #2058: Butane, 2,2-dimethyl- T
57.0 12.00
m/z 56.10 25.83%
5000
S Ll
m/z--> 0 50 100 150 200 250 300 350 400 450 12.00
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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\BG100723\

BGO59354.D
7 Oct 2023 22:57

: MA/JU
. 04607-22

: 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.MA.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 67 Tetraethylene glycol Concentration Rank 46

R.T. EstConc Area Relative to ISTD R.T.
14.375 6.67 ng/ul 185491  Acenaphthene-di10 14.863
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetraethylene glycol 194 C8H1805 000112-60-7 72
2 Triethylene glycol 150 C6H1404 000112-27-6 64
3 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 64
4 Hexaethylene glycol 282 C12H2607 002615-15-8 59
5 Pentaethylene glycol 238 C10H2206 004792-15-8 59

Abundance Scan 1870 (14.375 min): BG059354.D\data.ms (-1864) (- | m/z 45.05 100.00%
45.0
5000 J\
- ey
‘ 89"2 1811 14.00 14.50
ol LR iy 181 18032200 3990 oo 16 66.44%
m/z--> 50 100 150 200 250 300 350 400
Abundance #69770: Tetraethylene glycol
45.0
5000 e i
14.00 14.50
m/z 41.10 23.45%
83D 133.0
O‘W“’H‘“‘h“““\“““‘““““““““““‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #27987: Triethylene glycol
45.0
— ——
14.00 14.50
5000 ITI/Z 89.20 16.45%
.0
L - —
m/z--> 50 100 150 200 250 300 350 400
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0 14.00 14.50
m/z 56.10 14.09%
) wwj\mw
00.0
0 W\uwo AR T
m/z--> 50 100 150 200 250 300 350 400 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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 68 Benzoic acid, 2,4,5-trimethyl- Concentration Rank 62

R.T. EstConc Area Relative to ISTD R.T.
14.452 3.35 ng/ul 93184  Acenaphthene-d1e 14.863
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2,4,5-trimethyl- 164 C10H1202 000528-90-5 91
2 Benzoic acid, 2,4,5-trimethyl- 164 C10H1202 000528-90-5 90
3 Benzoic acid, 2,4,6-trimethyl- 164 C10H1202 000480-63-7 52
4 2-Propenoic acid, 3-(2-hydroxyph... 164 C9H803 000614-60-8 43
5 3,5-Dimethylphenylacetic acid 164 C10H1202 042288-46-0 38

Abundance Scan 1883 (14.452 min): BG059354.D\data.ms (-1879) (- | m/z 164.05 100.00%
5000
77.
o
L, “ 246.3 402. 14.50
0! hali b b - m/z 119.00  85.20%
miz--> 50 100 150 200 250 300 350 400
Abundance #39302: Benzoic acid, 2,4,5-trimethyl-
119.0164.0
5000 “M” T
39.0 14.50
m/z 146.05  77.60%
oL MNH‘\JM\HHM“‘\‘\;h ‘\h\“\\ b ‘ML "
m/z--> 50 100 150 200 250 300 350 400
Abundance #39291: Benzoic acid, 2,4,5-trimethyl-
164.0
119.0
14.50
5000 ITI/Z 118.10 58.31%
0L2! q‘w““ﬂw“‘l‘ ‘WH_m_m_m_m_
m/z--> 50 100 150 200 250 300 350 400
Abundance #39303: Benzoic acid, 2,4,6-trimethyl-
164.0 14.50
m/z 91.10 39.50%
5000
119.0
o‘2"w‘w‘w‘u‘mM N M ——
m/z--> 50 100 150 200 250 300 350 400 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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 73
R.T. EstConc Area Relative to ISTD R.T.
16.491 2.16 ng/ul 74144  Phenanthrene-d1e 17.613
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 80
2 Tetradecane 198 C14H30 000629-59-4 58
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 53
4 Undecane, 5-ethyl- 184 C13H28 017453-94-0 53
5 Dodecane, 3-methyl- 184 C13H28 017312-57-1 53
Abundance Scan 2230 (16.491 min): BG059354.D\data.ms (-2226) (- | m/z 57.10 100.00%
57.1
" AmwMMWMWNAWWWMNWﬂNV
1650
13.1163.2 216.0 440.2 :
0 ‘H%thmmﬂwmﬂquu‘m"_%g?ﬁu““32%9“u“ m/z 71.10 45.94%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #22092: Octane, 3,5-dimethyl-
57.0
5000 T
16.50
m/z 43.10 45.72%
| ‘ ‘ 113.0
O \\‘\U‘“\J\‘\}‘\‘l‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #74005: Tetradecane
57.0
——
16.50
5000 m/z 41.10 26.64%
’ “ 113.0 198.0
Y B A et —
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #228590: Tetradecane, 1-iodo- ——
57.0 16.50
m/z 56.05 12.10%
5000
‘ | 155.0
O B e e S e e m i e e
m/z--> 0 50 100 150 200 250 300 350 400 450 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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 n-Hexadecanoic acid Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
18.435 15.29 ng/ul 524823  Phenanthrene-d10 17.613
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Tetradecanoic acid 228 C14H2802 000544-63-8 68
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
Abundance Scan 2561 (18.435 min): BG059354.D\data.ms (-2556) (- | m/z 43.10 100.00%
43.1
73.1
5000
129.1
213.2 —r—
\M | ﬁ?l.l ‘ 256.1 18.50
ol B P T P W A m/z 60.10  94.38%
miz-> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
18.50
97.0 1710 130 256.0 m/z 57.05 86.49%
oL— ‘M‘ U!\ H\‘\ MMH\ u‘\ i ‘ ‘ ‘ . \‘ “‘r\‘ . “\‘ N
m/z--> 50 100 50 200 250
Abundance #109279: Tetradecanoic acid
73.0
43.0 —r
18.50
5000 129.0 m/z 73.106  79.95%
185.0
H 228.0
oL ‘\“ H\“H‘M‘ il “u““‘ uh““ ;M‘\‘h; “ A \“ At L‘ S
miz--> 50 100 150 200 250
Abundance #92070: Tridecanoic acid ]
73.0 18.50
m/z 55.10 78.23%
43.0
5000
129.0
1710 2140
ot ‘\“ U‘\‘u‘n‘ H‘H uh“ HM ‘hm‘w \‘m‘ “\ ‘\‘ ‘ “\‘ — —
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\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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 71 Octadecanoic acid Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
19.693 10.78 ng/ul 369955 Phenanthrene-d10 17.613
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 90
2 Octadecanoic acid 284 C18H3602 000057-11-4 72
3 Octadecanoic acid 284 C18H3602 000057-11-4 68
4 n-Decanoic acid 172 C10H2002 000334-48-5 60
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 55

Abundance Scan 2775 (19.693 min): BG059354.D\data.ms (-2771) (- | m/z 43.10 100.00%

43.1
5000
129.1

T T
19.50 20.00

185.1 241.1

- .1’%” bbbl 3828 472l T 1 g1y
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #179089: Octadecanoic acid
73.0
5000 — —
1290 19.50 20.00

185.0 284.0 m/z 60.10 75.09%

O r ‘\‘ H‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #179090: Octadecanoic acid

43

ooty ey
19.50 20.00

5000 m/z 55.10 71.30%

.0
129.0 284.0
‘ e
o b e L
m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #179092: Octadecanoic acid —— T
43.0 19.50 20.00
m/z 41.10 68.57%
5000
129.0 284.0
L=
SEUY 1 i .
m/z--> 0 50 100 150 200 250 300 350 400 450 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acq On 7 Oct 2023 22:57

Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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 72 (DEL) Alkane: Straight-Chai... Concentration Rank 64

R.T. EstConc Area Relative to ISTD R.T.
24.246  3.32 ng/ul 134767 Perylene-diz 25.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 octadecane 254 ciszs 000593-45-3 55

2 2-Nonanol, trimethylacetate 228 C14H2802 1000463-21-6 47

3 Octadecane 254 C18H38 000593-45-3 46
4 Octadecane 254 C18H38 000593-45-3 46
5 Heptadecane 240 C17H36 000629-78-7 46

Abundance Scan 3550 (24.246 min): BG059354.D\data.ms (-3546) (- | m/z 57.10 100.00%

57.1
5000

——
1.2
‘ ‘ Jh 160, 320739 266.6 4017452 24.00 24.50
o — i\\m\hm ol h‘u‘m‘h‘\ O (TR R m/z 43.10 85.56%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141056: Octadecane
57.0
5000 — ——

24.00 24.50
m/z 85.15 60.51%

13.0
O\\‘J\“‘ “\"\H‘\"\“\\‘]‘-‘\6\9\0\‘\\\2\5‘4\9\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #109310: 2-Nonanol, trimethylacetate
57.0
—r

24.00 24.50
5000 m/z 71.10 44.13%

H ‘ ‘1260

| L
““““"‘H""W““‘H““H““‘W““‘

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

Abundance #141058: Octadecane T —
57.0 24.00 24.50

m/z 41.10 31.32%

- \/\WMW/\MMW
| ‘ | |]113° 169.0  254.0

I‘I‘\‘\\\

o

omv_H_"“"‘Wm‘mwm‘_m_m_ — —
miz--> 50 100 150 200 250 300 350 400 450 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS vial : 10

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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 73 (DEL) Alkane: Straight-Chai... Concentration Rank 48

R.T. EstConc Area Relative to ISTD R.T.
25.257 5.96 ng/ul 242264  Perylene-di2 25.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,5-dimethyl- 198 C14H30 056292-65-0 72
2 Tridecane, 2-methyl- 198 C14H30 001560-96-9 58
3 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 58
4 Tridecane, 2-methyl- 198 C14H30 001560-96-9 58
5 Pentadecane 212 C15H32 000629-62-9 53

Abundance Scan 3722 (25.257 min): BG059354.D\data.ms (-3718) (- | m/z 57.10 100.00%

57.1
5000

“ T
127.2 25.00 25.50

281.0
BT e miosios wmsarsy B B

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #74022: Dodecane, 2,5-dimethyl-
57.0

5000 — S
25.00 25.50

m/z 71.10 35.73%

o

126.0
O‘\\l‘\\y\\\l\‘|‘\\h\\‘}\8\3\-‘0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #74020: Tridecane, 2-methyl-
57.0
— —
25.00 25.50
5000 m/z 85.10 34.10%
155.0
0 "w‘J‘Lumﬂmfj‘uu“H“‘H“‘H“‘H“‘H“‘H“‘H
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #176393: Nonadecane, 9-methyl- T =
57.0 25.00 25.50

m/z 41.10 25.66%

5000
140.0
| JW\\‘} 197.0 267.0

‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 25.00 25.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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 74 Decane, 1l-iodo- Concentration Rank 49
R.T. EstConc Area Relative to ISTD R.T.
26.479 5.90 ng/ul 239903  Perylene-di2 25.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 1-iodo- 268 C10H21I 002050-77-3 87
2 Heneicosane, 11-decyl- 437 C31H64 055320-06-4 80
3 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 80
4 Nonane 128 C9H20 000111-84-2 72
5 Docosane, 1l-iodo- 436 C22H45I 1000406-31-9 68
Abundance Scan 3930 (26.479 min): BG059354.D\data.ms (-3923) (- | m/z 57.10 100.00%
57.1
w0 J\W
26.50
113.2 208.0 . :
- | 4 ‘\‘u\w\uem ey 2061 32723802 4880 43,10 55.09%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #157262: Decane, 1-iodo-
43.0
5000 R
26.50
m/z 85.10 42.31%
9.0
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #320594: Heneicosane, 11-decyl-
57.0
—
26.50
5000 m/z 71.10 41.67%
295.0
13.0
o L0250 | o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #188718: Sulfurous acid, butyl undecyl ester —
57.0 26.50
m/z 55.10 20.94%
B ww/\www
oL 202070 -
m/z--> 0 50 100 150 200 250 300 350 400 450 26.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59354.D

Acqg On : 7 Oct 2023 22:57
Operator : MA/JU

Sample : 04607-22

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG100723.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: C 469 3. ng/ul 156611 .230 945455 20.
(DEL) Alkane: C... 604 2. ng/ul 119205 .230 945455 20.
(DEL) Alkane: C... 769 3. ng/ul 169937 .230 945455 20.
(DEL) Alkane: C 851 2. ng/ul 104948 .230 945455 20.
(DEL) Alkane: S 033 4. ng/ul 197142 230 945455 2e.
unknown-01 133 3. ng/ul 181582 .230 945455 20.
(DEL) Alkane: C.. 274 4. ng/ul 200717 .230 945455 20.
(DEL) Alkane: C.. 321 10. ng/ul 488875 .230 945455 20.
(DEL) Alkane: S.. 462 5. ng/ul 272054 230 945455 2e.
(DEL) Alkane: S.. 503 2. ng/ul 96719 .230 945455 20.
(DEL) Alkane: C.. 568 8. ng/ul 422045 .230 945455 20.
(DEL) Alkane: S.. 662 2. ng/ul 129328 .230 945455 20.
(DEL) Alkane: C.. 815 2 ng/ul 102460 230 945455 2e.
2,4-Hexadiene, .. 862 2. ng/ul 114745 .230 945455 20.
(DEL) Alkane: C.. 950 4. ng/ul 231970 .230 945455 20.
(DEL) Alkane: C.. 009 10. ng/ul 517653 .230 945455 20.
(DEL) Alkane: C.. 097 16. ng/ul 779832 230 945455 2e.
(DEL) Alkane: C.. 167 8. ng/ul 409305 .230 945455 20.
(DEL) Alkane: C.. 220 3. ng/ul 157990 .230 945455 20.
(DEL) Alkane: S.. 291 2 ng/ul 114276 .230 945455 20.
(DEL) Alkane: S.. 391 13 ng/ul 636983 230 945455 2e.

.230 945455 20.
.230 945455 20.
.230 945455 20.
230 945455 20.
945455 20.
.230 945455 20.
.230 945455 20.
230 945455 20.
.230 945455 20.
.230 945455 20.
.230 945455 20.
230 945455 20.
.230 945455 20.
.230 945455 20.
.230 945455 20.
230 945455 20.
.230 945455 20.
.230 945455 20.
.230 945455 20.
230 945455 20.
.230 945455 20.
.230 945455 20.
.230 945455 20.
230 945455 20.
.230 945455 20.
.230 945455 20.
.230 945455 20.
230 945455 20.
.230 945455 20.
.230 945455 20.
.230 945455 20.

7-Tridecanol

(DEL) Alkane: S...
(DEL) Alkane: S...
Cyclopentanol,
(DEL) Alkane: S...
9-Oxabicyclo[6....
(DEL) Alkane: S...
unknown-02

(DEL) Alkane: S...
(DEL) Alkane: S...
Benzene, propyl-
(DEL) Alkane: S...
2,4-Nonadienal, ...
Oxalic acid, bu...
(DEL) Alkane: C...
(DEL) Alkane: C...
(DEL) Alkane: C...
(DEL) Alkane: C
unknown-03

(DEL) Alkane: S...
(DEL) Alkane: S...
Cyclopentanemet...
(DEL) Alkane: S...
(DEL) Alkane: S...
(DEL) Alkane: C...
(DEL) Alkane: S...
Benzene, 1,3-di...
(DEL) Alkane: S...
Sabinyl isobuta...
Naphthalene, de...
(DEL) Alkane: C...

ng/ul 487307
ng/ul 631130
ng/ul 432568
ng/ul 3579670
ng/ul 489943
2899300
ng/ul 485896
ng/ul 544451
ng/ul 112047
ng/ul 269756
ng/ul 913539
ng/ul 162119
ng/ul 359253
ng/ul 613858
ng/ul 624217
ng/ul 991005
ng/ul 200012
ng/ul 576592
ng/ul 400723
ng/ul 869787
ng/ul 4856580
ng/ul 198795
ng/ul 1212340
ng/ul 783074
ng/ul 1380910
ng/ul 509652
ng/ul 651389
ng/ul 1417740
ng/ul 768355
ng/ul 1889170
ng/ul 713062

.341 25.
.406 16.
.465 29.
.576 10.
.682 13.
.741 30.
.847 16.
.046 40.
.252 15.

VW WOWWOEOWOMOKONOMONWOOWNNNNNNNNNNNOTOOOTOO OOV UuiuTuuuiuuiuudiSDDD
NN
O w
o N
=
[N
FOWO®WONOAAOANNDUNNONOODN WNRAMUWWANNMNAWURARWNUVOORANNOVOOOWWOONNOGO UV W
>
0q
~
c
[l
PRRRPRRRPRRPRRRRPRRRRPRRPRRPRRPRRPRRPRRRPRRPRRRPRRPRRRPRPRRRRPRRRPRPRPRPRRPRPRRPRPRPRRPRPRRPRPRRERRRR
00 00 00 0O 00 00 0O 00 00 0O 00 0O 00 00 0O 00 00 0O 00 00 0O 00 00 0O 00 00 0O 00 00 00 00 00 00 00 0O 00 00 0O 00 00 0O 00 00 0O 00 00 0O 00 00 0O 00 00
N
W
IS
[N RE RN ORI RGBT ORI RO RN RO R R RE O RO OB RO RN O RO BN O RO RN RO RO RN O BB RO RO RO RO RN RE O RO RO RE O RO RN O RO BN O RO RN RO RO R O B R O R )

SFAM-EPA-BG100723.MA.M Mon Oct @9 05:55:36 2023 79



Benzene, 2-ethy...
(DEL) Alkane: C...
(DEL) Alkane: S...
1-Todo-2-methyl...
Benzene, 1,2,4,...
Naphthalene, de...
(DEL) Alkane: S...
unknown-04
unknown-05
Benzene, 1l-meth...
unknown-06
1-Dodecanol
unknown-07

(DEL) Alkane: S...
Tetraethylene g...
Benzoic acid, 2...
(DEL) Alkane: S...
n-Hexadecanoic ...
Octadecanoic acid
(DEL) Alkane: S...
(DEL) Alkane: S...
Decane, 1-iodo-

O OV VvV Vv v

11
11

19

.299
.505
.634
.804
.839
.939
10.
10.
10.
10.
10.
10.
.702
.984
14.
14.
16.
18.

033
210
304
427
492
838

375
452
491
435

.693
24.
25.
26.

246
257
479

AR ORUWANERD
NOBRNOOANDO®D

[y
VO WOUNWORMOOARO

OLWOWOOWNRARNOUOONUOVUO®WLOUIUTWOWWORFLFO

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

2106570
476345
1161080
1024360
777764
1083350
374638
1391070
404524
900491
148479
97828
128467
105441
185491
93184
74144
524823
369955
134767
242264
239903
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11

11

17

.230
.230
.230
11.
11.
11.

073
073
073

.073
11.
11.
11.

073
073
073

.073
11.
11.
11.
14.
14.
17.
17.

073
073
073
863
863
613
613

.613
25.
25.
25.

398
398
398

945455
945455
945455
428640
428640
428640
428640
428640
428640
428640
428640
428640
428640
428640
556434
556434
686682
686682
686682
812921
812921
812921

20.
20.
20.
20.
20.
20.
20.
20.
20.
20.
20.
20.
20.
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0
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0
0
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