LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59349.D

Acqg On : 7 Oct 2023 19:34
Operator : MA/JU

Sample : 04607-10

Misc :

ALS vial : 5 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

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

Signal : TIC: BGO59349.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.960 93 97 104 rW 68353 103227 4.73% 0.325%
2 4.765 229 234 243 rVB2 35263 66714 3.06% 0.210%
3  4.847 243 248 253 rBV4 20605 34923 1.60% 0.110%
4 5.029 276 279 285 rVB 19776 28561 1.31% ©0.090%
5 5.235 310 314 318 rVW6 17929 27895 1.28% ©0.088%
6 5.323 324 329 336 rVW2 61818 106689 4.89%  0.336%
7 5.464 350 353 356 rVWW3 21266 29930 1.37% 0.094%
8 5.570 364 371 380 rVB3 47606 89993 4.12% 0.283%
9 5.857 416 420 424 rVB2 35532 56751 2.60% 0.179%
10 5.946 429 435 440 rVB3 39206 61547 2.82% 0.194%
11 6.004 440 445 449 rBV4 40680 70298 3.22% 0.221%
12 6.051 449 453 456 rW5 22063 41041 1.88% 0.129%
13 6.098 456 461 468 rVV2 104773 172824 7.92% 0.544%
14 6.169 468 473 477 rVB 59770 91589 4.20% ©.288%
15 6.257 484 488 493 rVB2 30120 40460 1.85% 0.127%
16 6.398 506 512 513 rBV3 55379 93553  4.29% 0.294%
17 6.433 514 518 522 rVB2 81389 138110 6.33% 0.435%
18 6.604 542 547 550 rBV4 46072 68167 3.12% 0.214%
19 6.674 550 559 566 rVv4 393185 939708 43.04% 2.957%
20 6.739 566 570 573 rVWW3 46131 80396 3.68% 0.253%
21 6.792 574 579 585 rVB2 256465 429096 19.66% 1.350%
22 6.897 594 597 604 rVB2 64348 86898 3.98% 0.273%
23 6.980 604 611 613 rBV3 68724 128128 5.87% 0.403%
24 7.162 637 642 649 rVB 324833 526070 24.10% 1.655%
25 7.226 649 653 655 rBv4 24980 35346 1.62% 0.111%
26 7.250 655 657 661 rVB4 27999 36541 1.67% 0.115%
27 7.315 661 668 673 rBV2 289730 556510 25.49% 1.751%
28 7.550 703 708 713 rBV 250889 411320 18.84% 1.294%
29 7.649 721 725 729 rBV2 152498 213615 9.78% 0.672%
30 7.691 729 732 735 rVB4 51610 63400 2.90% 0.199%
31 7.743 735 741 745 rBV3 181443 341074 15.62% 1.073%
32 7.785 745 748 754 rVB3 121198 209623 9.60% 0.660%
33 7.849 755 759 761 rBvV2 34027 44613 2.04% 0.140%
34 7.896 762 767 771 rBV4 78831 160681 7.36% 0.506%
35 7.937 772 774 778 rVB 39465 39006 1.79% 0.123%

36 8.061 787 795 796 rBv4 149916 266851 12.22%  0.840%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59349.D

Acqg On : 7 Oct 2023 19:34
Operator : MA/JU

Sample : 04607-10

Misc :

ALS vial : 5 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\SFAM-EPA-BG100723.MA.M
Title : SVOA CALIBRATION
37 8.096 797 801 802 rBV 259134 324227 14.85% 1.020%
38 8.225 818 823 829 rVvB5 150208 275565 12.62% 0.867%
39 8.337 837 842 846 rBV3 140632 240974 11.04% 0.758%
40 8.407 850 854 859 rVv2 114831 170725 7.82% 0.537%
41 8.466 859 864 867 rVW 179535 279057 12.78% 0.878%
42 8.501 867 870 877 rVBS5 184444 346693 15.88% 1.091%
43 8.578 878 883 884 rBV3 57559 78348 3.59% 0.247%
44 8.689 897 902 906 rBvV2 165088 274247 12.56% ©0.863%
45  8.848 922 929 932 rBV2 192526 345664 15.83% 1.088%
46 8.889 933 936 939 rBV3 76174 105996 4.86% 0.334%
47 9.048 957 963 973 rBv4 228453 494741 22.66% 1.557%
48 9.248 993 997 1000 rBV3 93221 163536 7.49% 0.515%
49 9.306 1002 1007 1016 rVV6 203528 634290 29.05% 1.996%
50 9.412 1016 1025 1035 rVB2 427604 1145320 52.46% 3.604%
51 9.630 1056 1062 1065 rBV4 69994 153139 7.01% 0.482%
52 9.800 1084 1091 1094 rBV5 124552 247533 11.34% 0.779%
53 9.841 1094 1098 1105 rVB 215266 344342 15.77% 1.084%
54 9.935 1110 1114 1123 rVB3 117986 226932 10.39% 0.714%
55 10.035 1124 1131 1135 rBV3 52671 102416 4.69% 0.322%
56 10.111 1136 1144 1146 rBV3 111672 252010 11.54% 0.793%
57 10.141 1146 1149 1155 rVV2 202239 349446 16.01% 1.100%
58 10.211 1155 1161 1169 rVB4 184779 404768 18.54% 1.274%
59 10.299 1169 1176 1185 rVB6 70776 161868 7.41% 0.509%
60 10.429 1190 1198 1204 rBV2 134041 266018 12.19% 0.837%
61 10.675 1232 1240 1253 rVB2 288389 599498 27.46% 1.886%
62 10.840 1264 1268 1273 rBVS5S 19396 31879 1.46% 0.100%
63 11.016 1294 1298 1301 rVB2 28310 38454 1.76% 0.121%
64 11.069 1301 1307 1313 rBV 219977 420299 19.25% 1.323%
65 11.216 1326 1332 1342 rVB2 199090 410650 18.81% 1.292%
66 12.056 1470 1475 1483 rBV2 16833 46027 2.11% 0.145%
67 12.503 1547 1551 1557 rVB8 18208 32905 1.51% 0.104%
68 12.861 1605 1612 1618 rBV9 29341 73730 3.38% 0.232%
69 13.120 1648 1656 1663 rBV 109667 225414 10.33% 0.709%
70 13.625 1734 1742 1750 rBvV2 211857 476329 21.82% 1.499%
71 13.713 1751 1757 1769 rVB5 110620 271532 12.44% 0.854%
72 13.966 1793 1800 1802 rBV6 31298 63302 2.90% 0.199%
73 14.259 1844 1850 1855 rBV2 669763 962568 44.09%  3.029%
74 14.395 1868 1873 1878 rBV3 39264 72894  3.34% 0.229%
75 14.465 1879 1885 1894 rVV 242908 424679 19.45%  1.336%

76 14.565 1896 1902 1910 rVB 713678 1191888 54.60% 3.750%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59349.D

Acqg On : 7 Oct 2023 19:34
Operator : MA/JU

Sample : 04607-10

Misc :

ALS vial : 5 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\SFAM-EPA-BG100723.MA.M
Title : SVOA CALIBRATION
77 14.818 1940 1945 1948 rBV4 72550 114192 5.23% 0.359%
78 14.865 1948 1953 1960 rVB2 363416 577056 26.43% 1.816%
79 15.053 1981 1985 1995 rVB3 54800 108039 4.95% 0.340%
80 15.135 1995 1999 2006 rVv4 50137 91294 4.18% 0.287%
81 15.211 2008 2012 2020 rVB4 63645 130655 5.98% 0.411%
82 15.411 2041 2046 2050 rBV8 19861 35474 1.62% 0.112%
83 15.681 2087 2092 2094 rBV5 21233 26625 1.22% 0.084%
84 15.852 2114 2121 2128 rBV 1029315 1511512 69.24% 4.756%
85 15.963 2134 2140 2146 rBV 384439 562973 25.79% 1.771%
86 16.187 2173 2178 2181 rBV5 31574 58327 2.67% 0.184%
87 16.492 2228 2230 2239 rVB3 21643 30319 1.39% 0.095%
88 17.614 2415 2421 2426 rBV 501476 762926 34.95%  2.401%
89 17.714 2431 2438 2445 rBV 1131302 1731404 79.31% 5.448%
90 18.431 2556 2560 2566 rBV2 58280 100217 4.59% 0.315%
91 19.688 2771 2774 2780 rBvV8 33088 47991 2.20% ©0.151%
92 19.988 2819 2825 2832 rBV 1460568 2059839 94.35% 6.482%
93 21.915 3146 3153 3165 rVB2 486318 860085 39.40% 2.706%
94 23.384 3399 3403 3412 rVB3 53103 111289 5.10% 0.350%
95 24.248 3544 3550 3557 rBV3 77706 170453 7.81% 0.536%
96 25.158 3693 3705 3715 rBV2 743810 2183110 100.00% 6.870%
97 25.258 3717 3722 3733 rVB2 114341 296553 13.58% 0.933%
98 25.393 3736 3745 3759 rVB2 301746 932705 42.72%  2.935%
99 26.486 3922 3931 3939 rVB2 98949 309867 14.19% 0.975%
100 27.937 4170 4178 4190 rVB4 88903 345687 15.83% 1.088%

Sum of corrected areas: 31779643
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
BGO59349.D

7 Oct 2023 19:34

: MA/JU

. 04607-10

: 5 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

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59349.D

Acqg On : 7 Oct 2023 19:34
Operator : MA/JU

Sample : 04607-10

Misc

ALS vial : 5 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: Cyclic4.765 Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
4.765 4.84 ng/ul 66714 1,4-Dichlorobenzene-d4 8.231

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 83
2 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 80
3 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H1l6 000583-57-3 80
4 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 78
5 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 78
Abundance Scan 234 (4.765 min): BG059349.D\data.ms (-229) (-) m/z 55.10 100.00%
5!:
5000 @
112.2
J} ‘ 472.4 4.40 4.60 4.80 5.00 ;
0! A e e e e M/z 97.100 69.30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7688: Cyclohexane, 1,2-dimethyl-, trans-
55.0
5000
112.0 4.40 4.60 4.80 5.00
M ’ m/z 41.10 44.49%
O‘\\\\‘\J‘\‘\‘}\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #7674: Cyclohexane, 1,4-dimethyl-, cis-
55.0
4.40 4.60 4.80 5.00
5000 m/z 56.10 35.73%
112.0
o"w}d
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7698: Cyclohexane, 1,2-dimethyl- (cis/trans)
55.0 4.40 4.60 4.80 5.00
m/z 39.10 25.52%
5000
112.0
oHJI
m/z--> 50 100 150 200 250 300 350 400 450 500 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@59349.D

Acqg On : 7 Oct 2023 19:34
Operator : MA/JU

Sample : 04607-10

Misc

ALS vial : 5 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: Cyclic4.847 Concentration Rank 60
R.T. EstConc Area Relative to ISTD R.T.
4.847 2.53 ng/ul 34923 1,4-Dichlorobenzene-d4 8.231

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 64
2 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 53
3 1H-Pyrazole, 4,5-dihydro-3,5,5-t... 112 C6H12N2 003975-85-7 52
4 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 50
5 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 47
Abundance Scan 248 (4.847 min): BG059349.D\data.ms (-243) (-) m/z 55.10 100.00%
55.1
97.1
5000

28.9163.8 2599 302.6 4.60 4.80 5.00 5.20
0h— ‘u“p‘“‘U“M”W mia S m/z 97.10  56.85%

miz--> 50 100 150 200 250 300

Abundance #7670: Cyclohexane, 1,3-dimethyl-, cis-

55.0 97.0
5000 'A/\/KAANA”W
4.60 4.80 5.00 5.20
m/z 41.15 42.34%
OL\5‘\q‘\‘ih“‘\h‘r“\h\“
miz--> 50 100 150 200 250 300
Abundance #7672: Cyclohexane, 1,2-dimethyl-, cis-
55.0
97.0
4.60 4.80 5.00 5.20
5000 m/z 43.00 29.64%
m/iz--> 50 100 150 200 250 300
Abundance #7156: 1H-Pyrazole, 4,5-dihydro-3,5,5-trimethyl-
97.0 4.60 4.80 5.00 5.20
m/z 56.20 29.25%
5000 56.0
0
m/z--> 50 100 150 200 250 300 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59349.D

Acqg On : 7 Oct 2023 19:34
Operator : MA/JU

Sample : 04607-10

Misc

ALS vial : 5 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: Straight-Chai... Concentration Rank 65
R.T. EstConc Area Relative to ISTD R.T.
5.029 2.07 ng/ul 28561 1,4-Dichlorobenzene-d4 8.231

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2-methyl- 128 C9H20 003221-61-2 43
2 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 43
3 Octane, 2-methyl- 128 C9H20 003221-61-2 38
4 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 38
5 Pentane, 2-methyl- 86 C6H14 000107-83-5 37
Abundance Scan 279 (5.029 min): BG059349.D\data.ms (-276) (-) m/z 43.10 100.00%
5000
113.0
‘ ‘H‘ ‘ ‘ 193.0 3437 4192 481 4.80 5.00 5.20 5.40
Otk L e e m/Z 57.10 49.30%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #14530: Octane, 2-methyl-
43.0
5000
4.80 5.00 5.20 5.40
m/z 42.10 41.51%
)
O\\\"\W\\‘\‘\‘\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #14552: Heptane, 2,6-dimethyl-
43.0
4.80 5.00 5.20 5.40
5000 m/z 41.05 38.26%
‘ 113.0
o“”“m‘1“Jm,uu_m_m_m,‘m_m_m
m/z--> 50 100 150 200 250 300 350 400 450 J\A
Abundance #14524: Octane, 2-methyl- e
43.0 4.80 5.00 5.20 5.40
m/z 71.10 32.61%
5000
s
o e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG®59349.D

Acqg On : 7 Oct 2023 19:34
Operator : MA/JU

Sample : 04607-10

Misc

ALS vial : 5 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: Cyclic5.235 Concentration Rank 66
R.T. EstConc Area Relative to ISTD R.T.
5.235 2.02 ng/ul 27895 1,4-Dichlorobenzene-d4 8.231

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1-methyl-3-(2-meth... 140 C10H20 029053-04-1 50
2 7-Oxabicyclo[4.1.0]heptane, 1-me... 112 C7H120 001713-33-3 50
3 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 46
4 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 46
5 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 46
Abundance Scan 314 (5.235 min): BG059349.D\data.ms (-310) (-) m/z 97.10 100.00%
97.1

3

5000
41.1
| } ‘ 207.2 o811 404.9 471, 5.00 5.20 5.40 5.60
o Ll wm/z ss.es  66.33%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance  #20777: Cyclopentane, 1-methyl-3-(2-methylpropyl)-
55.0
5000 HH‘{\\\,\J{\\/\\‘\\H‘\H\[/\/\W}\\
5.00 5.20 5.40 5.60
m/z 83.10 47 .60%
H ‘ T2
0 \\\}‘J\“\‘”\‘\‘\‘L\‘\MHH’HH‘HH‘H\\‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #7479: 7-Oxabicyclo[4.1.0]heptane, 1-methyl-
7.0
43.0
5.00 5.20 5.40 5.60
5000 ITI/Z 56.20 36.62%
: m\y,
miz—> 0 50 100 150 200 250 300 350 400 450 M M
Abundance #7684: Cyclohexane, 1,2-dimethyl-, trans- ‘H‘NH“_“W“H‘MW
55.0 5.00 5.20 5.40 5.60
m/z 41.10 33.40%
5000
112.0
m/z--> 0 50 100 150 200 250 300 350 400 450 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59349.D

Acqg On : 7 Oct 2023 19:34
Operator : MA/JU

Sample : 04607-10

Misc

ALS vial : 5 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: Cyclic5.323 Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
5.323 7.74 ng/ul 106689 1,4-Dichlorobenzene-d4 8.231

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 80
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 72
3 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 64
4 Cyclohexane, 1-ethyl-2,4-dimethyl- 140 C10H20 061142-69-6 59
5 Cyclooctane, (1-methylpropyl)- 168 C12H24 016538-89-9 59
Abundance Scan 329 (5.323 min): BG059349.D\data.ms (-324) (-) m/z 69.10 100.00%
69.1 111.1
5000
¥ 661 Js0s 310 5.00 5.20 5.40 5.60
0 “‘JWMHuMuM“ T T m/z 111.10 99.97%
miz--> 50 100 150 200 250 300
Abundance #13263: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
5000 u‘uu/‘\“\uwuu‘u’m,
5.00 5.20 5.40 5.60
m/z 55.10 62.61%
27.(1 ‘
O\\M\U“‘H\“”\‘\"\‘\\‘\\\\|\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #13264: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
5.00 5.20 5.40 5.60
5000 m/z 41.10 51.49%
27. ‘ ‘ ‘
o
m/iz--> 50 100 150 200 250 300
Abundance #13297: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4 ey
69.0 1110 5.00 5.20 5.40 5.60
m/z 56.05 39.82%
5000
ol by OTIRSATA I AL
m/z--> 50 100 150 200 250 300 5.00 5.20 5.40 5.60

SFAM-EPA-BG100723.MA.M Mon Oct 09 ©5:52:22 2023 Page: 9



Data Path : Z:

Data File : BG
Acqg On 7
Operator : MA
Sample : 04
Misc

ALS vial : 5

Quant Method
Quant Title

TIC Library

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
059349.D
Oct 2023 19:34
/3U
607-10

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

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 64
R.T. EstConc Area Relative to ISTD R.T.
sS4 2.17 ngiul 29930 1,4-Dichlorobenzene-dd 8.231
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-ethyl- 114 cas 060619-99-8 25

2 Pyrrolidine, 3-methyl- 85 C5H11IN 034375-89-8 25
3 Octane, 3,4-dimethyl- 142 C1eH22 015869-92-8 23
4 1-Methylpentyl isobutyrate 172 C10H2002 1000429-31-7 17

5 Octane, 4-methyl- 128 C9H20 002216-34-4 17

Abundance Scan 353 (5.464 min): BG059349.D\data.ms (-350) (-) m/z 43.05 100.00%
43.0 F
5000
| “ \4’9_1 2122 3058 87 5.20 5.40 5.60 5.80
ol I ey M/Z 85.85  22.97%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #8625: Hexane, 3-ethyl-
43.0
5000
5.20 5.40 5.60 5.80
m/z 57.10 19.59%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #1773: Pyrrolidine, 3-methyl-
43.0 M
\\\‘\\\\‘\\\\‘A\\V\’\\\\
5.20 5.40 5.60 5.80
5000 m/z 84.10 18.58%
0 ‘Jp‘}!d‘m“‘Wm_m_mwH_m_m_m_‘w
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #22089: Octane, 3,4-dimethyl- A RAR R
43.0 5.20 5.40 5.60 5.80
m/z 71.05 12.84%
5000
oL 1 1330
m/z--> 0 50 100 150 200 250 300 350 400 450 5.20 5.40 5.60 5.80

SFAM-EPA-BG100723.MA.M Mon Oct 09 ©5:52:23 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59349.D

Acqg On : 7 Oct 2023 19:34
Operator : MA/JU

Sample : 04607-10

Misc

ALS vial : 5 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: Cyclic5.570 Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
5.570 6.53 ng/ul 89993 1,4-Dichlorobenzene-d4 8.231

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 81
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 80
3 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 74
4 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 72
5 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 72
Abundance Scan 371 (5.570 min): BG059349.D\data.ms (-364) (-) m/z 55.10 100.00%
55.1 111.2
5000
@‘zk&éh&éé&éé&”“
167.6 3255 522.! SE TR

0“HiﬂﬂW4 qu‘m“m“W"W‘M“w“W“W‘H“mH m/z 111.20  90.25%

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

Abundance #13297: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.

69.0
5000
106.0 5.20 5.40 5.60 5.80
' m/z 69.00 76.75%
Ol4.q)|le“1l’ ”
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13264: Cyclohexane, 1,1,3-trimethyl-
111.0
5.20 5.40 5.60 5.80
5000/ 55.0 m/z 56.10 46.76%
o_‘“‘Hﬁu S —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 //f\
Abundance #13261: Cyclohexane, 1,3,5-trimethyl- “‘H“H“HﬂM,_“‘_
111.0 5.20 5.40 5.60 5.80
m/z 41.10 33.22%
55.0
5000
ol P e VLA L
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 ©5:52:24 2023 Page: 11



Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG100723\

Data File : BG@59349.D

Acqg On : 7 Oct 2023 19:34
Operator : MA/JU

Sample : 04607-10

Misc

ALS vial : 5

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 8 Pentalene, octahydro- Concentration Rank 48

R.T. EstConc Area Relative to ISTD R.T.
5.857 4.12 ng/ul 56751 1,4-Dichlorobenzene-d4 8.231
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentalene, octahydro- 110 C8H14 000694-72-4 83
2 Pentalene, octahydro-, cis- 110 C8H14 001755-05-1 83
3 Pentalene, octahydro-, cis- 110 C8H14 001755-05-1 72
4 2,4-Hexadiene 82 C6H1e 000592-46-1 64
5 Cyclopentene, 1-methyl- 82 C6H10 000693-89-0 64
Abundance Scan 420 (5.857 min): BG059349.D\data.ms (-416) (-) m/z 67.05 100.00%
67.0
5000 ]\
porer P N
5.60 5.80 6.00 6.20
26.1 236. . 519.
o‘Hu‘ﬁp“m‘u\ﬁm‘_"u‘H?TﬁowH“““‘3‘54‘3”“”“_\" m/z 82.10  43.55%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #6709: Pentalene, octahydro-
67.0
5000
5.60 5.80 6.00 6.20
m/z 41.10 18.20%
O\\H‘JJH“\“!“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #6755: Pentalene, octahydro-, cis-
67.0
e e
5.60 5.80 6.00 6.20
5000 m/z 39.10 18.04%
o‘H1{‘{mm!"‘_‘w"H"m_ww_www
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #6753: Pentalene, octahydro-, cis-
67.0 5.60 5.80 6.00 6.20
m/z 54.10 17.21%
5000
oLl MJMM
m/z--> 50 100 150 200 250 300 350 400 450 500 5.60 5.80 6.00 6.20

SFAM-EPA-BG100723.MA.M Mon Oct 09 ©5:52:25 2023

Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59349.D

Acqg On : 7 Oct 2023 19:34

Operator : MA/JU

Sample : 04607-10

Misc

ALS vial : 5 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 9 (DEL) Alkane: Cyclic5.946 Concentration Rank 47

R.T. EstConc Area Relative to ISTD R.T.
5.946 4.47 ng/ul 61547 1,4-Dichlorobenzene-d4 8.231
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,2-trimethyl- 126 CSH18 007094-26-0 90
2 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 72
3 Cyclohexane, 1,2,4-trimethyl- 126 CO9H18 002234-75-5 72
4 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 64
5 3-Heptene, 2,6-dimethyl- 126 CSH18 002738-18-3 64
Abundance Scan 435 (5.946 min): BG059349.D\data.ms (-429) (-) m/z 55.10 100.00%
5[:
1111
5000 \M/\
‘ ‘ 560580600620
169.2 276.4 326.5 420. : : : .
0 m‘:““wwh b A e e m/z 69.10 73.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #13253: Cyclohexane, 1,1,2-trimethyl-
69.0
5000
5.60 5.80 6.00 6.20
26.0 m/z 56.10 67.80%
0 \"\1‘\‘\‘\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #13256: Cyclohexane, 1,2,4-trimethyl-
69.0
T
5.60 5.80 6.00 6.20
5000 m/z 111.10 67.11%
26.0
1A
m/z--> 50 100 150 200 250 300 350 400
Abundance #13258: Cyclohexane, 1,2,4-trimethyl-
69.0 5.60 5.80 6.00 6.20
m/z 41.05 66.79%
5000
26.0
m/z--> 50 100 150 200 250 300 350 400 5.60 5.80 6.00 6.20

SFAM-EPA-BG100723.MA.M Mon Oct 09 ©5:52:26 2023

Page:

13



Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59349.D

Acq On 7 Oct 2023 19:34

Operator : MA/JU

Sample : 04607-10

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Library Search Compound Report

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

¢ 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 10 (DEL) Alkane: Straight-Chai... Concentration Rank 41

R.T. EstConc Area Relative to ISTD R.T.
6.004 5.10 ng/ul 70298 1,4-Dichlorobenzene-d4 8.231
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexadecene, (Z)- 224 C16H32 034303-81-6 53
2 Cyclopentane, (2-methylpropyl)- 126 CO9H18 003788-32-7 49
3 5-Methyl-1-heptanol 130 C8H180 007212-53-5 47
4 1-Butene, 2-ethyl-3-methyl- 98 C7H14 007357-93-9 47

5 Cyclopentane, 1-ethyl-3-methyl-,... 112 C8H16 002613-66-3 47

Abundance Scan 445 (6.004 min): BG059349.D\data.ms (-440) (-) m/z 55.05 100.00%

58.0
5000
125.2

T 280.9.340.9 487.9 56058060062064{
O e e e e e e m/z 69.10 60.10%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #104596: 3-Hexadecene, (2)-
41.0
5000 7.0

5.60 5.80 6.00 6.20 6.40
m/z 41.05 54.82%

o LU sao 2240
‘\\\’\\\’f\\f‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13271: Cyclopentane, (2-methylpropyl)-

69.0

5‘605‘806’006‘206‘40
5000 m/z 56.10 53.19%
126.0
Ow*w J”“*%F“*w**w**H\**H\*H*\H**M**w**H\‘H* MMM}JkﬂvU&MJﬁW
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #15684: 5-Methyl-1-heptanol ““,_“‘,H““H,“
55.0 5.60 5.80 6.00 6.20 6.40

m/z 83.10 45.13%

AL UM&MM&

m/z--> 0 50 100 150 200 250 300 350 400 450 500 5.60 5.80 6.00 6.20 6.40

SFAM-EPA-BG100723.MA.M Mon Oct 09 ©5:52:27 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59349.D

Acqg On : 7 Oct 2023 19:34
Operator : MA/JU

Sample : 04607-10

Misc

ALS vial : 5 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 12 (DEL) Alkane: Straight-Chai... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
6.098 12.54 ng/ul 172824  1,4-Dichlorobenzene-d4 8.231

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexene, 3,4,4-trimethyl- 126 C9H18 053941-19-8 76
2 Cyclohexane, 1-ethyl-2-methyl-, ... 126 C9H18 004923-77-7 72
3 1-Ethyl-4-methylcyclohexane 126 CO9H18 003728-56-1 64
4 Cyclohexane, 1-ethyl-2-methyl- 126 C9H18 003728-54-9 59
5 3,5-Dimethyl-3-heptene 126 CSH18 059643-68-4 59
Abundance Scan 461 (6.098 min): BG059349.D\data.ms (-456) (-) m/z 55.10 100.00%
55.1
- M
R AR Ra s
‘ 126.2 5.80 6.00 6.20 6.40
ob dlulyl 2on1 2041 5250 o716 83.83%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #13233: 2-Hexene, 3,4,4-trimethyl-
97.0
5000 41 L L L B LI AR LA LR
' 5.80 6.00 6.20 6.40
‘ m/z 41.10  30.48%
O\\‘\H““\J\ll\u\‘\\\‘\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #13284: Cyclohexane, 1-ethyl-2-methyl-, cis-
97.0
o RAREEamse s
5.80 6.00 6.20 6.40
5000 41.0 m/z 69.10 27.18%
0“‘WWJM‘H‘M‘_““H“‘H“,‘H“‘H““H“‘H““
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #13239: 1-Ethyl-4-methylcyclohexane
97.0 5.80 6.00 6.20 6.40
m/z 56.10 24.32%
5000
41.
oJLHl, SUPUARERAA L
m/z--> 50 100 150 200 250 300 350 400 450 500 5.80 6.00 6.20 6.40

SFAM-EPA-BG100723.MA.M Mon Oct 09 ©5:52:28 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59349.D

Acqg On : 7 Oct 2023 19:34
Operator : MA/JU

Sample : 04607-10

Misc

ALS vial : 5 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: Cyclic6.169 Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
6.169 6.65 ng/ul 91589 1,4-Dichlorobenzene-d4 8.231

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Ethyl-4-methylcyclohexane 126 CSH18 003728-56-1 81
2 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 81
3 Cyclohexane, 1l-ethyl-2-methyl- 126 CO9H18 003728-54-9 74
4 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 74
5 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 64
Abundance Scan 473 (6.169 min): BG059349.D\data.ms (-468) (-) m/z 55.10 100.00%
55.1
o RamAREEEESEEE
‘ 126.1 185.3 2535 3341 455 5.80 6.00 6.20 6.40
oberbdpdi L 2853 2985 334l 4SS wmjz 97.15  70.47%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #13239: 1-Ethyl-4-methylcyclohexane
97.0
5000 L L BN B R B B
5.80 6.00 6.20 6.40
410 m/z 41.1@  28.12%
O J\lf’
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #13286: Cyclohexane, 1-ethyl-4-methyl-, cis-
55.0
R A REREE BEE
5.80 6.00 6.20 6.40
5000 m/z 96.10 15.69%
\ | 126.0
I N
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #13267: Cyclohexane, 1-ethyl-2-methyl-
97.0 5.80 6.00 6.20 6.40
m/z 69.00 14.06%
5000
41.
m/z--> 50 100 150 200 250 300 350 400 450 5.80 6.00 6.20 6.40

SFAM-EPA-BG100723.MA.M Mon Oct 09 ©5:52:30 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59349.D

Acqg On : 7 Oct 2023 19:34
Operator : MA/JU

Sample : 04607-10

Misc

ALS vial : 5 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 Cyclobutane, (1-methylethyl... Concentration Rank 54
R.T. EstConc Area Relative to ISTD R.T.
6.257 2.94 ng/ul 40460 1,4-Dichlorobenzene-d4 8.231

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 53
2 2-Butenenitrile, 2-amino-3-methyl- 96 C5H8N2 1010196-28-0 53
3 Furan, 2-ethyl- 96 C6H80 003208-16-0 52

4 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 52
5 Cyclopentane, 1-methyl-2-methylene- 96 C7H12 041158-41-2 52

Abundance Scan 488 (6.257 min): BG059349.D\data.ms (-484) (-) m/z 81.10 100.00%

81.1

E

5000
h | ‘ | “ 11410 3101 3838 4725 6.00 6.20 6.40 6.60 ]
0 ; A e e ey M/Z 67.10 31.98%
m/z--> 0 100 150 200 250 300 350 400 450
Abundance #3285: Cyclobutane, (1-methylethylidene)-
81.0
5000
6.00 6.20 6.40 6.60
m/z 95.15 27 .65%
O T?J \“‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 100 150 200 250 300 350 400 450
Abundance #3124: 2-Butenenitrile, 2-amino-3-methyl-
81.0

6.00 6.20 6.40 6.60
5000 m/z 96.20 27.36%

"B

E

or—Hdd—r—
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #3140: Furan, 2-ethyl-
81.0 6.00 6.20 6.40 6.60
m/z 68.10 21.79%
5000
27.
0 mﬁ{w\“ - M
m/z--> 0 50 100 150 200 250 300 350 400 450 6.00 6.20 6.40 6.60

SFAM-EPA-BG100723.MA.M Mon Oct 09 ©5:52:31 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59349.D

Acqg On : 7 Oct 2023 19:34
Operator : MA/JU

Sample : 04607-10

Misc

ALS vial : 5 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 15 unknown-01 Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
6.398 6.79 ng/ul 93553  1,4-Dichlorobenzene-d4 8.231

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, allyl octadecyl ester 382 C23H4204 1000309-24-5 47
2 Oxalic acid, cyclobutyl dodecyl ... 312 C18H3204 1000309-70-3 43
3 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 43
4 Cyclooctane, 1-methyl-3-propyl- 168 C12H24 255885-37-1 38
5 2-Acetyl-1,4,5,6-tetrahydropyridine 125 C7H11NO 025343-57-1 38

Abundance Scan 512 (6.398 min): BG059349.D\data.ms (-506) (-) m/z 57.10 100.00%

57.1
‘ 6.00 6.20 6.40 6.60 6.80
186.1 269.6 . e
0 wwu‘u‘mwHH‘m‘w_ww_mf’%‘ﬂ m/z 43.10  90.87%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #289288: Oxalic acid, allyl octadecyl ester
41.0
5000 I L L B
6.00 6.20 6.40 6.60 6.80
7.0 m/z 69.20 69.85%
Ll .Sﬂ‘uss.o 297.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #214455: Oxalic acid, cyclobutyl dodecyl ester
55.0
S
6.00 6.20 6.40 6.60 6.80
5000 m/z 41.05 60.89%
olillame oo
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #263801: Oxalic acid, allyl hexadecy! ester R R A RAmRE R
41.0 6.00 6.20 6.40 6.60 6.80
m/z 55.10 55.21%
5000
Hﬂ.o
m/z--> 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@59349.D

Acqg On : 7 Oct 2023 19:34
Operator : MA/JU

Sample : 04607-10

Misc

ALS vial : 5 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: Cyclic6.433 Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
6.433 10.02 ng/ul 138110 1,4-Dichlorobenzene-d4 8.231

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1l-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 86
2 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 86
3 Cyclohexane, 1l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 78
4 Sulfurous acid, butyl cyclohexyl... 234 C11H2203S 1000309-21-4 72
5 Sulfurous acid, cyclohexylmethyl... 360 C20H4003S 1000309-22-1 64

Abundance Scan 518 (6.433 min): BG059349.D\data.ms (-514) (-) m/z 97.10 100.00%

97.1
5000

41.1 e e
‘ 6.20 6.40 6.60 6.80
‘\

Obrrbupd I 2528 8712 4720 .5 1 91.13%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #13288: Cyclohexane, 1-ethyl-2-methyl-, trans-
97.0
5000 L B R L LI LA B
a1 6.20 6.40 6.60 6.80

m/z 41.10 18.19%

T \“\ ‘\l H\ \l\h\ ‘ \ \\\ T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ’
miz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #13285: Cyclohexane, 1-ethyl-4-methyl-, cis-
"1 il

6.20 6.40 6.60 6.80

o

5000 m/z 39.10 12.87%
H ‘1260
0 H‘hpikﬂ_‘yw“‘w“‘w“u‘“H“H“‘H“H“
m/z--> 0 50 100 150 200 250 300 350 400 450 W
Abundance #13286: Cyclohexane, 1-ethyl-4-methyl-, cis- R RARRRREREELE LA
55.0 6.20 6.40 6.60 6.80

m/z 56.10 12.01%

5000
\ ‘ ‘1260
0 |

m/z--> 0 50 100 150 200 250 300 350 400 450 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@59349.D

Acqg On : 7 Oct 2023 19:34
Operator : MA/JU

Sample : 04607-10

Misc

ALS vial : 5 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: Straight-Chai... Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
6.604 4.95 ng/ul 68167 1,4-Dichlorobenzene-d4 8.231

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 72
2 Nonane, 4-methyl- 142 C10H22 017301-94-9 72
3 3-Octanone 128 C8H160 000106-68-3 64
4 Octane, 2,5-dimethyl- 142 C1OH22 015869-89-3 64
5 Sulfurous acid, 2-ethylhexyl iso... 250 C12H2603S 1000309-18-7 50
Abundance Scan 547 (6.604 min): BG059349.D\data.ms (-542) (-) m/z 57.10 100.00%
57.1
R R RRATE
99.2 6.20 6.40 6.60 6.80 7.00

ML, 1872 2483 3065 376 s 16 71.70%

miz--> 50 100 150 200 250 300 350
Abundance #22092: Octane, 3,5-dimethyl-
57.0

5000 EasSMLESLAA LS
6.20 6.40 6.60 6.80 7.00

m/z 41.05 43.02%

99.0
T \ T \ ‘ T T ‘ T T T ‘ L ‘ T T T ‘ UL ‘ L ‘ LI
mi/z--> 50 100 150 200 250 300 350
Abundance #22082: Nonane, 4-methyl-
i W

6.20 6.40 6.60 6.80 7.00

o

o

5000 m z 71.10 38.05%
98.0
‘ ‘ ‘ 142.0
o
m/z--> 50 100 150 200 250 300 350
Abundance #14273: 3-Octanone
43.0 6.20 6.40 6.60 6.80 7.00

m/z 39.10 13.08%

99.0
5000
0 |1 W,

N R s

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@59349.D

Acqg On : 7 Oct 2023 19:34
Operator : MA/JU

Sample : 04607-10

Misc

ALS vial : 5 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 unknown-02 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.674 68.20 ng/ul 939708 1,4-Dichlorobenzene-d4 8.231

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Pentadiene, 2-methyl-, (E)- 82 C6H1e 000926-54-5 38
2 3-Hexyne 82 C6H1e 000928-49-4 38
3 3-Hexyne 82 C6H10 000928-49-4 38
4 trans-1,4-Hexadiene 82 C6H10 007319-00-8 38
5 2,4-Hexadiene, (E,Z)- 82 C6H1e 005194-50-3 38
Abundance Scan 559 (6.674 min): BG059349.D\data.ms (-550) (-) m/z 57.10 100.00%
57.1
105.1
5000
R ARERE LN e
‘ ‘ 6.40 6.60 6.80 7.00
0! Al 2068 20113389 ;19510  68.30%
miz--> 50 100 150 200 250 300 350
Abundance #1433: 1,3-Pentadiene, 2-methyl-, (E)-
67.0
5000 UL L L L I L L I L
6.40 6.60 6.80 7.00
m/z 67.05 53.92%
27.
0\\“\“Uw‘““\“\“\“\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #1354: 3-Hexyne
67.0
6.40 6.60 6.80 7.00
5000 m/z 43.10 53.14%
15.0
0 u““‘h“H‘MM‘J“""‘wHH_W,HH,HH_H
m/z--> 50 100 150 200 250 300 350
Abundance #1353: 3-Hexyne S e
67.0 6.40 6.60 6.80 7.00
m/z 41.10 51.26%
5000
27. ‘
m/z--> 50 100 150 200 250 300 350 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@59349.D

Acqg On : 7 Oct 2023 19:34
Operator : MA/JU

Sample : 04607-10

Misc

ALS vial : 5 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 19 Oxalic acid, bis(2-ethylhex... Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
6.739 5.83 ng/ul 80396 1,4-Dichlorobenzene-d4 8.231

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, bis(2-ethylhexyl) e... 314 C18H3404 1000309-39-0 59
2 Hexane, 2,4,4-trimethyl- 128 C9H20 016747-30-1 59
3 Heptane, 3,3-dimethyl- 128 C9H20 004032-86-4 59
4 Decane, 2,8,8-trimethyl- 184 C13H28 1000060-81-2 59
5 Decane, 3,3,6-trimethyl- 184 C13H28 062338-14-1 53

Abundance Scan 570 (6.739 min): BG059349.D\data.ms (-566) (-) m/z 57.10 100.00%

57.1

a

5000
6.40 6.60 6.80 7.00
125.1 453.2 : : : :
24.4 . . .
o_‘"nw‘m‘u‘"m:‘w‘w‘w‘gmwF’?T?wwfz‘?‘ m/z 71.18  75.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #217149: Oxalic acid, bis(2-ethylhexyl) ester
57.0
5000
6.40 6.60 6.80 7.00
m/z 41.10 53.03%
118.0
O‘\\J‘\\\‘\ \i\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14585: Hexane, 2,4,4-trimethyl-
57.0
L ARRRaERE TSR
6.40 6.60 6.80 7.00
5000 ITI/Z 55.15 51.86%
L S
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14548: Heptane, 3,3-dimethyl- A
71.0 6.40 6.60 6.80 7.00
m/z 43.10 48.89%
- MM
0‘. e — AL U s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 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@59349.D

Acqg On : 7 Oct 2023 19:34
Operator : MA/JU

Sample : 04607-10

Misc

ALS vial : 5 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 1-Octyn-3-o0l, 4-ethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.792 31.14 ng/ul 429096 1,4-Dichlorobenzene-d4 8.231

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octyn-3-0l, 4-ethyl- 154 C10H180 005877-42-9 64
2 Piperidine, 4-(3,5-dimethyl-4H-1... 264 C14H24N40 1000470-46-0 64
3 3-Undecene, 6-methyl-, (E)- 168 C12H24 074630-52-7 43
4 4-0Octylcyclohexanone 210 C14H260 1000428-94-1 43
5 1,3,2-Dioxaborolane, 4,4-dimethy... 142 C6H11B0O3 1000063-89-2 40

Abundance Scan 579 (6.792 min): BG059349.D\data.ms (-574) (-) m/z 57.10 100.00%

57.1
- WJUL\M
PR R
m ‘ 6 1 6.40 6.60 6.80 7.00 7.20
oL ““ bisees 2ol SALT 4080 nyz 43,10 47.42%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #31024: 1-Octyn-3-ol, 4-ethyl-
57.0
5000 DL B LA B I
6.40 6.60 6.80 7.00 7.20
m/z 55.10 47.22%
13. .
O' Hh\\”h‘l"\“\"“‘“““““““““““““

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #152873: Piperidine, 4-(3,5-dimethyl-4H-1,2,4-triazol-4-yl

?.

57.0
R RARRaRRAREE
6.40 6.60 6.80 7.00 7.20
5000 ITI/Z 41.10 44 .65%
167.0
{ ‘1240
o_‘wwﬂu“wsmm_ m?f‘?zo‘H_m_mw
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #43550: 3-Undecene, 6-methyl-, (E)- Eanas e REARARREEE
57.0 6.40 6.60 6.80 7.00 7.20
m/z 56.10  23.40%
5000
oL L] 20 1650
‘\\\\‘\“‘\“\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 6.40 6.60 6.80 7.00 7.20
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\

Library Search Compound Report

Data File : BG@59349.D

Acqg On : 7 Oct 2023 19:34
Operator : MA/JU

Sample : 04607-10

Misc

ALS vial : 5

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 21 (DEL) Alkane: Cyclic6.897 Concentration Rank 38

R.T. EstConc Area Relative to ISTD R.T.
6.897 6.31 ng/ul 86898 1,4-Dichlorobenzene-d4 8.231
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclodecane 140 C10H20 000293-96-9 59
2 4-Nonene, 5-methyl- 140 C10H20 015918-07-7 55
3 2-Decene, (E)- 140 C1eH20 020063-97-2 53
4 1-Heptene, 6-methyl- 112 C8H16 005026-76-6 38
5 Cyclohexane, 2-ethyl-1,3-dimethyl- 140 C10H20 007045-67-2 38
Abundance Scan 597 (6.897 min): BG059349.D\data.ms (-594) (-) m/z 55.10 100.00%
553.1
5000
e EARRa L
6.60 6.80 7.00 7.20
233.2 323.9 448.2 532
0,‘H‘Nwwﬂ;Jﬂ‘H“_‘m,‘u‘,HMW“H‘H‘uw‘H“Hu m/z 69.10 58.89%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #20644: Cyclodecane
55.0
5000 LN L L L L I
6.60 6.80 7.00 7.20
“ \ 140.0 m/z 56.10 50.68%
O’\\\ [J\“\\‘\“J\\!“\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #20671: 4-Nonene, 5-methyl-
55.0
T
6.60 6.80 7.00 7.20
5000 m/z 41.10 45.90%
[11}], 290
e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #20662: 2-Decene, (E)- R R ARERRARSEE
55.0 6.60 6.80 7.00 7.20
m/z 111.15 36.25%
5000
‘ “ 140.0
0,‘HM',,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 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@59349.D

Acqg On : 7 Oct 2023 19:34
Operator : MA/JU

Sample : 04607-10

Misc

ALS vial : 5 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 22 unknown-03 Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
6.980 9.30 ng/ul 128128 1,4-Dichlorobenzene-d4 8.231

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis,cis- and cis,trans-1,9-dimet... 166 C12H22 1000111-72-5 27
2 1,5-Hexadiene, 2,5-dimethyl- 110 C8H14 000627-58-7 27
3 Cycloundecanone 168 C11H200 000878-13-7 27
4 1,4-Hexadiene, 2,3-dimethyl- 110 C8H14 018669-52-8 22
5 1,5-Heptadiene, 2-methyl-, (E)- 110 C8H14 041044-63-7 22

Abundance Scan 611 (6.980 min): BG059349.D\data.ms (-604) (-) m/z 55.10 100.00%

55.1

a

5000 125.1
6.60 6.80 7.00 7.20 7.40
\ L 278.3 345.0 529. o e L LeE D
Of bl Ll e e M/Z 95.20  86.69%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #41590: cis,cis- and cis,trans-1,9-dimethylspiro[4.5]deca
95.0
5000
6.60 6.80 7.00 7.20 7.40
m/z 69.10 72.74%
=
O‘\\\\’\‘\\\’\\‘\\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #6768: 1,5-Hexadiene, 2,5-dimethyl-
95.0
R R LALaa
6.60 6.80 7.00 7.20 7.40
5000 m/z 41.05 64 .89%

o_‘\‘J,'"um,u\uwHH_MWH_m_m_m_m_m
miz—> 0 50 100 150 200 250 300 350 400 450 500

Abundance #43330: Cycloundecanone R A BEARaREEESLE
55.0 111.0 6.60 6.80 7.00 7.20 7.40

m/z 56.10 63.82%

N
©
o

5000

0 "

m/z--> 0 50 100 150 200 250 300 350 400 450 500 6.60 6.80 7.00 7.20 7.40

168.0

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59349.D

Acqg On : 7 Oct 2023 19:34
Operator : MA/JU

Sample : 04607-10

Misc

ALS vial : 5 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 Benzene, propyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.162  38.18 ng/ul 526070 1,4-Dichlorobenzene-d4 8.231

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 87
2 Benzene, propyl- 120 C9H12 000103-65-1 81
3 Benzene, propyl- 120 C9H12 000103-65-1 72
4 Benzene, propyl- 120 C9H12 000103-65-1 70
5 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 64
Abundance Scan 642 (7.162 min): BG059349.D\data.ms (-637) (-) m/z 91.10 100.00%
91.1
5000
T
6.80 7.00 7.20 7.40
O bbb e ey o 2T m/z 120.05  21.86%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10702: Benzene, propyl-
91.0
5000 L L L B I IR AL B
6.80 7.00 7.20 7.40
m/z 65.05 10.22%
27. |
O‘\\‘\\“‘\‘\‘\\‘“\\‘\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10701: Benzene, propyl-
91.0
6.80 7.00 7.20 7.40
5000 m/z 92.10 10.17%
27. I lﬁ L ‘
0 el bt e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10699: Benzene, propyl- T A
91.0 6.80 7.00 7.20 7.40
m/z 39.10 8.46%
5000
0_2‘759‘%& e e e A B N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 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@59349.D

Acqg On : 7 Oct 2023 19:34
Operator : MA/JU

Sample : 04607-10

Misc

ALS vial : 5 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 59
R.T. EstConc Area Relative to ISTD R.T.
7.226 2.57 ng/ul 35346 1,4-Dichlorobenzene-d4 8.231

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,3,6-trimethyl- 156 C11H24 062016-33-5 50
2 Sulfurous acid, 2-ethylhexyl oct... 446 C26H5403S 1000309-20-1 50
3 Heptane, 5-ethyl-2-methyl- 142 C10H22 013475-78-0 50
4 Octane, 1,1'-oxybis- 242 C16H340 000629-82-3 45
5 2-Undecene, 5-methyl- 168 C12H24 056851-34-4 45

Abundance Scan 653 (7.226 min): BG059349.D\data.ms (-649) (-) m/z 57.10 100.00%

57.1
- M
1122 L B NI I B L B R R
‘ N 1600 2416 3649 4584 7.00 7.20 7.40 7.60
R e SIS m/z 43.10  89.43%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #33103: Octane, 2,3,6-trimethyl-
57.0
5000 LU LA A L LR B
7.00 7.20 7.40 7.60
m/z 71.10 84.61%
| ‘ ‘ 113.0
0 \‘WJ\“\‘\\M\‘\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #324417: Sulfurous acid, 2-ethylhexyl octadecyl ester A/\A
57.0
PO e
7.00 7.20 7.40 7.60
5000 ITI/Z 41.10 24 .58%
113.0
‘ 253.0
obilbilil, ass0 2530
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #22126: Heptane, 5-ethyl-2-methyl- A mamwaa s R
43. 7.00 7.20 7.40 7.60
m/z 112.20 17.94%
5000
‘ 113.0
m/z--> 50 100 150 200 250 300 350 400 450 7.00 7.20 7.40 7.60
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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\

BGO59349.D
7 Oct 2023 19:34

: MA/JU
. 04607-10

: 5 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 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 25 (DEL) Alkane: Cyclic7.250 Concentration Rank 56

R.T. EstConc Area Relative to ISTD R.T.
7.250 2.65 ng/ul 36541 1,4-Dichlorobenzene-d4 8.231
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclohexane, 2-ethyl-1,3-dimethyl- 140 C10H20 007045-67-2 50
2 9-Oxabicyclo[6.1.0]nonane, 1-met... 140 C9H160 052954-47-9 43

3 Cyclooctane, cyclohexyl- 194 C14H26 092369-78-3 42
4 Cyclooctane, ethyl- 140 C10H20 013152-02-8 40
5 Cyclooctane, butyl- 168 C12H24 016538-93-5 40
Abundance Scan 657 (7.250 min): BG059349.D\data.ms (-655) (-) m/z 55.10 100.00%
55.1
111.2
5000
R AL R REEERLARRE
H 1853 2744 3430  438.8 494, 7.00 7.20 7.40 7.60
ow”\:"“\AM_Hwm‘_M‘HH‘_mm‘wmm m/z 69.10  80.76%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #20756: Cyclohexane, 2-ethyl-1,3-dimethyl-
69.0
5000 UL B L I BN L
7.00 7.20 7.40 7.60
m/z 111.20 71.69%
“ 140.0
O\\\\‘\‘l\ \“lfl“\‘\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #21625: 9-Oxabicyclo[6.1.0]nonane, 1-methyl-, cis-
69.0
L RRRRNAREREES
7.00 7.20 7.40 7.60
5000 m/z 95.10 23.11%
g
ol Mg,
m/z--> 50 100 150 200 250 300 350 400 450 /V\
Abundance #69396: Cyclooctane, cyclohexyl- A AR
55.0 111.0 7.00 7.20 7.40 7.60
m/z 83.10 17.09%
5000
m/z--> 50 100 150 200 250 300 350 400 450 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@59349.D

Acqg On : 7 Oct 2023 19:34
Operator : MA/JU

Sample : 04607-10

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method

Quant Title

TIC Library

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

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

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 26 (DEL) Alkane: Cyclic7.649 Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
7.649 15.50 ng/ul 213615 1,4-Dichlorobenzene-d4 8.231
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-methyl-3-propyl- 140 C10H20 004291-80-9 72
2 Cyclohexane, 1-methyl-2-propyl- 140 C1eH20 004291-79-6 64
3 Cyclohexane, 1-methyl-4-(1-methy... 140 C10OH20 006069-98-3 62
4 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 59
5 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 001678-82-6 58
Abundance Scan 725 (7.649 min): BG059349.D\data.ms (-721) (-) m/z 55.10 100.00%
55.1
. AJJ\VJK/ﬂAJkuJULw/K
Ve
‘ ‘ 140.2 7.40 7.60 7.80 8.00
obrr bl 42000 267.0 837.1 4782 m/z 97.10  89.25%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #20739: Cyclohexane, 1-methyl-3-propyl-
558.0
5000 L L I L L LR B
7.40 7.60 7.80 8.00
m/z 41.10 21.36%
‘ ‘ 140.0
O\\U\U"‘\”\u\l‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #20744: Cyclohexane, 1-methyl-2-propyl-
55.0
N R RERERE
7.40 7.60 7.80 8.00
5000 m/z 83.10 19.75%
‘ ‘ 140.0
o‘AH‘,M!Jmm\_uwHHWHWHWHWH_HW
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #20786: Cyclohexane, 1-methyl-4-(1-methylethyl)-, cis- e AARERERE S
55.0 7.40 7.60 7.80 8.00
m/z 69.10 17.00%
5000
‘ 140.0
0\\M\H,‘H‘L\‘\“\H‘\‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘\ A A RRREE
m/z--> 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@59349.D

Acqg On : 7 Oct 2023 19:34
Operator : MA/JU

Sample : 04607-10

Misc

ALS vial : 5 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 Dichloroacetic acid, tridec... Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.

7.691  4.60 ng/ul 63400 1,4-Dichlorobenzene-dd  8.231

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Dichloroacetic acid, tridecyl ester 310 C15H28C1202 1000280-48-3 72

2 1-Hexadecanol 242 C16H340 036653-82-4 72
3 Bromoacetic acid, tetradecyl ester 334 C16H31Br02 018992-01-3 72
4 Trichloroacetic acid, tridecyl e... 344 C15H27C1302 074339-51-8 72
5 Cyclopentane, 1-ethyl-2-methyl-,... 112 C8H16 000930-89-2 53
Abundance Scan 732 (7.691 min): BG059349.D\data.ms (-729) (-) m/z 55.10 100.00%
55.1
5000
111.2
e AR R e
mnn 205.6 371.9416. 7.40 7.60 7.80 8.00
oLl ik ‘mmwm"m_m_m_‘ m/z 43.10 87.08%
miz--> 50 100 150 200 250 300 350 400
Abundance #211361: Dichloroacetic acid, tridecyl ester
43.0
5000 L B L L B L L B
7.40 7.60 7.80 8.00
m/z 83.10 76.71%
L=
O\“‘Yhh’“‘ “‘\‘\“H‘ “ “‘ “‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #126376: 1-Hexadecano
55.0
e ARRmEEEE S e
7.40 7.60 7.80 8.00
5000 11.0 ITI/Z 41.15 74.97%
UL, e
ol by
m/z--> 50 100 150 200 250 300 350 400
Abundance #241164: Bromoacetic acid, tetradecy! ester R ARREMEEEEE S
43.0 7.40 7.60 7.80 8.00
m/z 57.10 64.16%
5000
8.0
ol H‘ R . =L —
m/z--> 50 100 150 200 250 300 350 400 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@59349.D

Acqg On : 7 Oct 2023 19:34
Operator : MA/JU

Sample : 04607-10

Misc

ALS vial : 5 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 1H-Indene, octahydro-, cis- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
7.896 11.66 ng/ul 160681 1,4-Dichlorobenzene-d4 8.231

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, octahydro-, cis- 124 C9H1e6 004551-51-3 72
2 Cyclohexanepropanol- 142 CSH180 001124-63-6 59
3 1-Decyne 138 C10H18 000764-93-2 50

4 1-Tetradecyne 194 C14H26 000765-10-6 47
5 Glycine, furfuryl ester 155 C7H9ONO3 1000306-78-7 47

Abundance Scan 767 (7.896 min): BG059349.D\data.ms (-762) (-) m/z 55.10 100.00%

55.1

5000

3

140.2 7.60 7.80 8.00 8.20
. 9 3724 486.
diakg, 2091 2809 Srzd A8 m/z 81.18 89.16%

0 H‘wwwm

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #12189: 1H-Indene, octahydro-, cis-
81.0
5000 L L L L B I L
7.60 7.80 8.00 8.20
27. m/z 67.10 84.13%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #23018: Cyclohexanepropanol-
55.0
S B ARAAARRNEERSE S
7.60 7.80 8.00 8.20
5000 ITI/Z 82.10 64.57%
‘ 124.0
0 Hulfﬂ"puh‘_“‘_‘“_“w“‘w“‘w“u“‘w
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #19381: 1-Decyne R A RARam T
81.0 7.60 7.80 8.00 8.20
m/z 97.10 60.19%
5000 2%
m/z--> 0 50 100 150 200 250 300 350 400 450 7.60 7.80 8.00 8.20
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Data Path : Z:\sv
Data File : BG@59
Acqg On : 7 0c
Operator : MA/JU

Sample : 04607-

Misc
ALS vial : 5 S

Library Search Compound Report

oasrv\HPCHEM1\BNA_G\Data\BG100723\
349.D

t 2023 19:34

10

ample Multiplier: 1

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

Quant Title : SV

TIC Library ¢ C:

TIC Integration P

OA CALIBRATION

\DATABASE\NIST20.L
arameters: 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 (
R.T. EstCon

7.937 2.83 n

DEL) Alkane: Cyclic7.937

Concentration Rank 55

C Area Relative to ISTD R.T.
g/ul 39006 1,4-Dichlorobenzene-d4 8.231
ntative ID MW MolForm CASH# Qual

Hit# of 5 Te

1 Cyclohexane, 1,
2 Cyclohexane, 1,
3 Cyclohexane, 1,
4 Cyclohexane, 1,
5 1-Octanol, 2-but

-dimethyl- 112 C8H16
-dimethyl-, trans- 112 C8H16
-dimethyl-, trans- 112 C8H16
-dimethyl-, trans- 112 C8H16
tyl- 186 C12H260

000589-90-2 52
002207-04-7 47
002207-03-6 46
002207-03-6 43
003913-02-8 43

Abundance Scan 774
55.1

5000

L \\\ I\

o

(7.937 min): BG059349.D\data.ms (-772) (-)

‘1‘2‘7 2 189.1 267.1 506.

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

Abundance
55.0

5000

“ HJ “ ]

o

#7609: Cyclohexane, 1,4-dimethyl-

12.0

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

Abundance #76
55.0

5000

M$

87: Cyclohexane, 1,4-dimethyl-, trans-

12.0

o

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

82: Cyclohexane, 1,3-dimethyl-, trans-

112.0

m/z 55.10 100.00%

?.

7.60 7.80 8.00 8.20

m/z 57.10 62.87%

%.

7.60 7.80 8.00 8.20

m/z 97.10 62.55%

?.

7.60 7.80 8.00 8.20

m/z 43.10 55.45%

-

7.60 7.80 8.00 8.20

m/z 41.10 43.74%

;.

Abundance #76
55.0
5000
OI}“J

m/z--> 0 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@59349.D

Acqg On : 7 Oct 2023 19:34
Operator : MA/JU

Sample : 04607-10

Misc

ALS vial : 5 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 31 Benzene, (2-methylpropyl)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.061 19.37 ng/ul 266851 1,4-Dichlorobenzene-d4 8.231

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 81
2 Benzene, (2-methylpropyl)- 134 C1oH14 000538-93-2 74
3 Benzene, n-butyl- 134 C10H14 000104-51-8 74
4 Benzene, n-butyl- 134 C10H14 000104-51-8 74
5 Benzene, n-butyl- 134 C1oH14 000104-51-8 74
Abundance Scan 795 (8.061 min): BG059349.D\data.ms (-787) (-) m/z 91.10 100.00%
91.1

-

5000
| ‘ o ‘ 7.80 8.00 8.20 8.40
O Mplplly | 1778 313437324206 523 ., 95 19  48.94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17041: Benzene, (2-methylpropyl)-
91.0
5000 \\\/T\\\\\‘\\\\‘\\\\‘\\\\
7.80 8.00 8.20 8.40
m/z 57.10 34.00%
O’?Z\.\Ri\\ll\l\"\“\\‘\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17043: Benzene, (2-methylpropyl)-
91.0
A RAEma e
7.80 8.00 8.20 8.40
5000 m/z 43.10 33.54%

27\'% \‘ :

5

R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17015: Benzene, n-butyl- o RARARSERE SRS SRR
91.0 7.80 8.00 8.20 8.40
m/z 134.05 21.23%
5000

NIy }\

L R S S S VLS B IS——— A

m/z--> 0 50 100 150 200 250 300 350 400 450 500 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@59349.D

Acqg On : 7 Oct 2023 19:34
Operator : MA/JU

Sample : 04607-10

Misc

ALS vial : 5 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 32 Oxirane, 2-methyl-2-phenyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
8.096  23.53 ng/ul 324227 1,4-Dichlorobenzene-d4 8.231
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, 2-methyl-2-phenyl- 134 CS9H1e0 002085-88-3 64
2 Benzene, (1-methylpropyl)- 134 C1oH14 000135-98-8 62
3 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 62
4 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 62

5 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 58

Abundance Scan 801 (8.096 min): BG059349.D\data.ms (-797) (-) m/z 105.10 100.00%

105.1
5000
R RAAREREEE
57.1 7.80 8.00 8.20 8.40
ol il i L1975 2512 388 13405 13.64%
miz--> 50 100 150 200 250 300 350
Abundance #17575: Oxirane, 2-methyl-2-phenyl-
105.0 /\/\

7.80 8.00 8.20 8.40
m/z 71.10 10.70%

51.0
\\‘\‘\“\‘\H\\“‘\\\‘\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #17046: Benzene, (1-methylpropyl)-
105.0

7.80 8.00 8.20 8.40
5000 m/z 79.10 10.39%

o

n

510‘
ol b i i i
m/z--> 50 100 150 200 250 300 350
Abundance #17039: Benzene, (1-methylpropyl)- e M
105.0 7.80 8.00 8.20 8.40
m/z 57.10 10.31%
5000
510“‘
. L
m/z--> 50 100 150 200 250 300 350 7.80 8.00 8.20 8.40

SFAM-EPA-BG100723.MA.M Mon Oct 09 ©5:52:50 2023
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Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

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

BGO59349.D
7 Oct 2023 19:34
: MA/JU
: 04607-10
: 5 Sample Multiplier: 1

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 33 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.337 17.49 ng/ul 240974 1,4-Dichlorobenzene-d4  8.231
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 3-methyl- 108 Clam30 006418-41-3 50

2 1-Bromoeicosane 360 C20H41Br 004276-49-7 47
3 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 47
4 Dodecane, 3-methyl- 184 C13H28 017312-57-1 47

5 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1010309-37-4 47

Abundance Scan 842 (8.337 min): BG059349.D\data.ms (-837) (-) m/z 57.10 100.00%
57.1
R RN
} ‘ 123.1 ‘ 8.00 8.20 8.40 8.60
ob ] Y A 2450 8215 8939 4TAI L n/z 43.10 72.95%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #74014: Tridecane, 3-methyl-
57.0
5000 L L R I B B
8.00 8.20 8.40 8.60
m/z 41.10  54.46%
169.0
OJ‘lJ‘]Wls.‘O\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #269799: 1-Bromoeicosane
57.0
R R RREEE
8.00 8.20 8.40 8.60
5000 m/z 56.10 49,15%
‘ 135.0
okl L aoro 280 w0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #59059: Undecane, 2,9-dimethyl- EAmmEEEEEESE R
57.0 8.00 8.20 8.40 8.60
m/z 71.10 44.87%
5000
e
S — ASARVAVILAITAT
m/z--> 50 100 150 200 250 300 350 400 450 8.00 8.20 8.40 8.60
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Data Path :
Data File :
Acqg On

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
BGO59349.D
7 Oct 2023 19:34

Operator : MA/JU

Sample
Misc
ALS vial : 5

Quant Method
Quant Title

TIC Library

. 04607-10

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 34 (DEL) Alkane: Straight-Chai... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8.407 12.39 ng/ul 170725 1,4-Dichlorobenzene-d4 8.231

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 3-methyl- 184 C13H28 017312-57-1 53
2 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 53
3 Decane, 3-methyl- 156 C11H24 013151-34-3 50
4 Undecane, 3-methyl- 170 C12H26 001002-43-3 50
5 Undecane, 3-methyl- 170 C12H26 001002-43-3 50

Abundance Scan 854 (8.407 min): BG059349.D\data.ms (-850) (-) m/z 57.10 100.00%
57.1

i

5000
L
127.2 poso 3162 4522 517, 8.00 8.20 8.40 8.60 8.80
Ol bd 588 3208 BEe S m/z 71.15 47.55%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #59047: Dodecane, 3-methyl-
57.0
5000 (DL U R R
8.00 8.20 8.40 8.60 8.80
m/z 41.18 43.07%
H 155.0
0‘\\‘\‘\‘\'\\'\‘J‘\‘\\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

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

3

Abundance #123966: Hexadecane, 3-methyl-
57.0
R
8.00 8.20 8.40 8.60 8.80
5000 ITI/Z 43.10 36.19%
h 3.0 211.0
O O S
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33085: Decane, 3-methyl- R ARRRERaS R SRRy
57.0 8.00 8.20 8.40 8.60 8.80
m/z 56.10 33.28%
5000
\ 126.0
o_HWM‘W*W“H,MWm_m‘HH‘HHWHWH_H R e A RAREaRE R

m/z--> 0 50 100 150 200 250 300 350 400 450 500 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@59349.D

Acqg On : 7 Oct 2023 19:34
Operator : MA/JU

Sample : 04607-10

Misc

ALS vial : 5 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 (DEL) Alkane: Cyclic8.466 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.466  20.25 ng/ul 279057 1,4-Dichlorobenzene-d4 8.231

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 91
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 78
3 Cyclohexane, propyl- 126 CO9H18 001678-92-8 78
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 78
5 Oxalic acid, cyclohexyl nonyl ester 298 C17H3004 1000309-31-1 53
Abundance Scan 864 (8.466 min): BG059349.D\data.ms (-859) (-) m/z 83.10 100.00%
83.1
- JL
e S S RBAmRRE
140.1 ‘ 8.20 8.40 8.60 8.80
ol S AL b 2488 3718 426 /7 55.85  95.63%
m/z--> 50 100 150 200 250 300 350 400
Abundance #20675: Cyclohexane, butyl-
83.0
5000 UL L B I L L I L
8.20 8.40 8.60 8.80
1400 m/z 82.10 55.31%
29.
0\\H\‘\“"L\Lh\\“T\\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #31433: Cyclohexane, pentyl-
83.0
A RAREEEE LS
8.20 8.40 8.60 8.80
5000 m/z 41.10 38.10%
zgﬁ) 154.0
S
m/z--> 50 100 150 200 250 300 350 400
Abundance #13200: Cyclohexane, propyl- AR R
83.0 8.20 8.40 8.60 8.80
m/z 56.10 17.08%
B \/Nﬂ\)kﬁﬂJkﬁqJ/\ﬂ/Kfvfk
27.
NI DAT I T B A S .01
m/z--> 50 100 150 200 250 300 350 400 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@59349.D

Acqg On : 7 Oct 2023 19:34
Operator : MA/JU

Sample : 04607-10

Misc

ALS vial : 5 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 36 1,3,5-Cycloheptatriene, 3,7... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.501 25.16 ng/ul 346693 1,4-Dichlorobenzene-d4 8.231

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3,5-Cycloheptatriene, 3,7,7-tr... 134 C10H14 003479-89-8 81
2 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 81
3 p-Cymene 134 C1eH14 000099-87-6 81

4 o-Cymene 134 C1eH14 000527-84-4 81
5 o-Cymene 134 C1oH14 000527-84-4 81

Abundance Scan 870 (8.501 min): BG059349.D\data.ms (-867) (-) m/z 119.05 100.00%

119.1
5000
A e

411 8.20 8.40 8.60 8.80
N 3211 4368 522,

“‘m”NW\W S S e S 265 m/z 134.05  23.50%
miz—> O 50 100 150 200 250 300 350 400 450 500

Abundance #17119: 1,3,5-Cycloheptatriene, 3,7,7-trimethyl-

L

5000 S SN SN
8.20 8.40 8.60 8.80

m/z 97.10  22.96%

41.0
‘\\\U%‘\d\h\\’“\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl-
119.0

8.20 8.40 8.60 8.80

o

o

5000 m/z 91.10 20.24%
510,
0\**'*"%“*‘“*'*‘w“*uw*HwHwHw”w”w””wwm
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #16994: p-Cymene
119.0 8.20 8.40 8.60 8.80

m/z 117.10 16.11%

5000
39.0 \ |
] —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 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@59349.D

Acqg On : 7 Oct 2023 19:34
Operator : MA/JU

Sample : 04607-10

Misc

ALS vial : 5 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 37 unknown-04 Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
8.578 5.69 ng/ul 78348 1,4-Dichlorobenzene-d4 8.231

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 43
2 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 38
3 Nonane, 3,7-dimethyl- 156 C1l1H24 017302-32-8 38
4 1-Decanol, 2-ethyl- 186 C12H260 021078-65-9 38
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 35

Abundance Scan 883 (8.578 min): BG059349.D\data.ms (-878) (-) m/z 43.10 100.00%

3.1
- T /\fLJVKAmAN\AVANmﬂA
R e A RRAANEEE S
‘ H 2625 340.0 393.7 8.20 8.40 8.60 8.80 9.00
ol M b b Bl 2085 3800 3931 0 5710 76.32%
m/z--> 50 100 150 200 250 300 350
Abundance #224374: Sulfurous acid, 2-propyl tetradecyl ester
43.0
5000 50 IR U R
: 8.20 8.40 8.60 8.80 9.00
m/z 117.10 51.22%
0 \“\ | \“L\”“ \‘%‘7\'\0‘ T \:\L?W\O\ T \2‘6\1\0\ L L
miz--> 50 100 150 200 250 300 350
Abundance #33094: Nonane, 4,5-dimethyl-
43.0
8.20 8.40 8.60 8.80 9.00
m/z 85.15 50.61%
5000 - /
126.0
m/z--> 50 100 150 200 250 300 350
Abundance #33097: Nonane, 3,7-dimethyl- e AR aana s
57.0 8.20 8.40 8.60 8.80 9.00
m/z 71.10 50.51%
5000
‘ 127.0
L S VAVILAWIINAVD WSS
m/z--> 50 100 150 200 250 300 350 8.20 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@59349.D

Acqg On : 7 Oct 2023 19:34
Operator : MA/JU

Sample : 04607-10

Misc

ALS vial : 5 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 Benzene, 1,3-diethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.689 19.90 ng/ul 274247 1,4-Dichlorobenzene-d4 8.231

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 96
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 95
4 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 93
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 90
Abundance Scan 902 (8.689 min): BG059349.D\data.ms (-897) (-) m/z 119.10 100.00%
119.1
5000
AN RaE R
511 | 8.40 8.60 8.80 9.00
O rrbhidpl Ll 2026 2071 39034401 ;165 19  97.96%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #17033: Benzene, 1,3-diethyl-
119.0 N\
5000 L L R B L L A
8.40 8.60 8.80 9.00
27.0 m/z 134.00 47.09%
0\\“‘\\}L\H\‘I\\“\U\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #17034: Benzene, 1,3-diethyl-
119.0
R AN ARRRE T
8.40 8.60 8.80 9.00
5000 m/z 91.10 22.05%
39.0 ‘
TN "w‘“” N —
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #17028: Benzene, 1,3-diethyl-
119.0 8.40 8.60 8.80 9.00
m/z 77.05 13.42%
5000
39.0
0 HMUﬂNw}‘J R A o MVW%_“WV‘H,H“_“
m/z--> 0 50 100 150 200 250 300 350 400 450 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@59349.D

Acqg On : 7 Oct 2023 19:34
Operator : MA/JU

Sample : 04607-10

Misc

ALS vial : 5 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 1,4-Cyclohexadiene, 3-ethen... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.848 25.09 ng/ul 345664 1,4-Dichlorobenzene-d4 8.231

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Cyclohexadiene, 3-ethenyl-1,... 134 C10H14 062338-57-2 72
2 p-Mentha-1,5,8-triene 134 C10H14 ©021195-59-5 64
3 1,3,8-p-Menthatriene 134 C1eH14 018368-95-1 64
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 62
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 62
Abundance Scan 929 (8.848 min): BG059349.D\data.ms (-922) (-) m/z 91.10 100.00%
91.1
5000
H l ‘ 8.60 8.80 9.00 9.20
ol llbif 43527 8368 4381 5190 .. 919.10  52.67%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #17127: 1,4-Cyclohexadiene, 3-ethenyl-1,2-dimethyl-
119.0
5000 L L L I L L
8.60 8.80 9.00 9.20
41.0 m/z 92.10 41.68%
OH‘\‘U#“‘}‘M‘M‘ \‘h“\“ \‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #17025: p-Mentha-1,5,8-triene
91.0
et b
8.60 8.80 9.00 9.20
5000 m/z 134.05 39.98%
T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #17023: 1,3,8-p-Menthatriene A REmmE
119.0 8.60 8.80 9.00 9.20
m/z 105.10  39.44%
5000
41.0 \ ‘
m/z--> 50 100 150 200 250 300 350 400 450 500 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59349.D

Acqg On : 7 Oct 2023 19:34
Operator : MA/JU

Sample : 04607-10

Misc

ALS vial : 5 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 40 Naphthalene, decahydro-, tr... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.048 35.91 ng/ul 494741  1,4-Dichlorobenzene-d4 8.231

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 94
2 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 94
3 1,1'-Bicyclopentyl 138 C1@H18 001636-39-1 93
4 Naphthalene, decahydro- 138 C10H18 000091-17-8 91
5 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 91
Abundance Scan 963 (9.048 min): BG059349.D\data.ms (-957) (-) m/z 67.05 100.00%
67.0
138.2
5000

e

‘ ‘ ” 2348 521, 8.80 9.00 9.20 9.40
o,u‘J‘,‘“WM,JMw‘HH"HH‘HH_Mwww; m/z 55.18  77.66%

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

Abundance #19466: Naphthalene, decahydro-, trans-

67.0 138.0
5000 L B L I LN L
8.80 9.00 9.20 9.40
‘ m/z 96.85 76.97%
O"’l‘“ ”\\“l"\l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #19461: Naphthalene, decahydro-, trans-
67.0
138.0 \\\\‘\\\\‘\\\\‘\\\\‘\\\
8.80 9.00 9.20 9.40
5000 m/z 68.10 74.76%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #19400: 1,1'-Bicyclopenty! “4ﬁﬁ¥_“W“u“‘u“u

68.0 8.80 9.00 9.20 9.40
m/z 41.10 72.40%

5000
138.0

=

Ll J‘.‘l ||

m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59349.D

Acqg On : 7 Oct 2023 19:34
Operator : MA/JU

Sample : 04607-10

Misc

ALS vial : 5

Sample Multiplier: 1

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

TIC Library
TIC Integration

¢ C:\DATABASE\NIST20.L

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 21

R.T. EstConc Area Relative to ISTD R.T.
5.248 11.87 ng/ul 163536  1,4-Dichlorobenzene-d4 8.231
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Tetradecene, (E)- 196 clams 041446-78-0 86

-Tetradecene, (E)- 196 C14H28

172 C11H240

-Tetradecene, (E)- 196 C14H28
-Undecene, (E)- 154 C11H22

14
25
3 1-Undecanol
4 5
52

041446-66-6 72
000112-42-5 72
041446-66-6 64
000693-61-8 55

Abundance Scan 997 (9.248 min): BG059349.D\data.ms (-993) (-) m/z 55.10 100.00%
5!:
" W
R R RN
’ } 11.2154.2 : 9.00 9.20 9.40 9.60
ol LI 2594 8150 4120 T 1e 5o, 1%
miz--> 50 100 150 200 250 300 350 400
Abundance #71737: 4-Tetradecene, (E)-
55.0
5000 UL B L I I N L
9.00 9.20 9.40 9.60
m/z 56.05 45.20%
1 Jir0  omo
O\\‘\“‘ \“‘\““\h\‘\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #71749: 5-Tetradecene, (E)-
55.0
R R RN
9.00 9.20 9.40 9.60
5000 m/z 83.10 42 .38%
Il %
oL LT s
m/z--> 50 100 150 200 250 300 350 400
Abundance #47350: 1-Undecanol R REma e AR
55.0 9.00 9.20 9.40 9.60
m/z 69.10 40.35%
5000
|
m/z--> 50 100 150 200 250 300 350 400 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@59349.D

Acqg On : 7 Oct 2023 19:34
Operator : MA/JU

Sample : 04607-10

Misc

ALS vial : 5 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 o-Cymene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.306 46.04 ng/ul 634290 1,4-Dichlorobenzene-d4 8.231

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 94
2 1,3,5-Cycloheptatriene, 3,7,7-tr... 134 C1l0OH14 003479-89-8 91
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 90
4 p-Cymene 134 C10H14 000099-87-6 90
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 90

Abundance Scan 1007 (9.306 min): BG059349.D\data.ms (-1002) (-) m/z 119.05 100.00%
119.1

n__l). s

T A e
51.0

9.00 9.20 9.40 9.60

o‘mw‘W\ug‘u”mm“2‘2‘5‘19_"wH_‘f“?f-?ww?’f‘?f m/z 134.00  31.14%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #16998: 0-Cymene
110.0
5000 UL L B R I L B |
9.00 9.20 9.40 9.60
m/z 91.10  29.50%
41.0 ‘ |
O‘\\‘\J\J“IWA\\‘\T‘[JI\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17119: 1,3,5-Cycloheptatriene, 3,7,7-trimethyl-

119.0
P R
9.00 9.20 9.40 9.60
5000 ITI/Z 105.10 15.72%
41.0
o_wuwmd “"‘m_m"""HH_m‘w,w_w
m/z--> 0 50 100 150 200 250 300 350 400 450 500 j\ /\
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl- IO L VAW BE Y.
119.0 9.00 9.20 9.40 9.60
m/z 117.10  12.35%
5000
il
0 et e e e e  ARRRLRE R
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@59349.D

Acqg On : 7 Oct 2023 19:34
Operator : MA/JU

Sample : 04607-10

Misc

ALS vial : 5 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 (DEL) Alkane: Straight-Chai... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
9.630 11.11 ng/ul 153139 1,4-Dichlorobenzene-d4 8.231

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2,3,3-tetramethyl- 142 C10H22 013475-81-5 53
2 2,2-Dimethylpropionic acid, pent... 312 C20H4002 1000278-93-8 50
3 Sulfurous acid, butyl hexyl ester 222 C10H2203S 1000309-17-3 47
4 Heptane, 4-ethyl- 128 C9H20 002216-32-2 47
5 Carbonic acid, isobutyl 2-ethylh... 230 C13H2603 1000383-13-3 47

Abundance Scan 1062 (9.630 min): BG059349.D\data.ms (-1056) (-) m/z 57.10 100.00%
7.1

57.
5000

——
137.2 9.50 10.00
ol w“lluuu“"“uwww"“f??f"‘2,53?11“‘?"3"3;?”‘,””_4‘?9{ m/z 43.10  80.24%
mi/z--> 50 100 150 200 250 300 350 400 450
Abundance #22134: Hexane, 2,2,3,3-tetramethyl-
57.0
5000 T

—
9.50 10.00
m/z 41.10 39.71%

O\\‘“\‘\’\“\“]\_2\7\.\()‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #215002: 2,2-Dimethylpropionic acid, pentadecyl ester
57.0

7
9.50 10.00

5000 m/z 55.10 23.16%
oLlilimo @00 spo
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #100828: Sulfurous acid, butyl hexyl ester —— —
57.0 9.50 10.00

m/z 56.10 19.11%

“‘\ ‘\H | 139.0

ol b e e —— :
miz--> 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@59349.D

Acqg On : 7 Oct 2023 19:34
Operator : MA/JU

Sample : 04607-10

Misc

ALS vial : 5 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 22
R.T. EstConc Area Relative to ISTD R.T.
9.800 11.78 ng/ul 247533  Naphthalene-d8 11.069

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 49
2 Tetradecane, 1-iodo- 324 C14H291I 019218-94-1 47
3 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 47
4 Heneicosane 296 C21H44 000629-94-7 47
5 Octadecane 254 C18H38 000593-45-3 47
Abundance Scan 1091 (9.800 min): BG059349.D\data.ms (-1084) (-) m/z 57.05 100.00%
51.0
105.1
5000
— —
1 L 9.50 10.00
- WNAH‘\59"W?34f‘“‘ﬁ?3¥““‘_‘44?‘ m/z 43.10  92.72%
miz--> 50 100 150 200 250 300 350 400
Abundance #107217: Hexadecane
57.0
5000 — —
9.50 10.00
m/z 105.10  67.04%
0}1 ”‘\A‘\]‘.‘“\“\‘(\)\]‘-\6\9\0\’2\2\6\9‘\\\\‘\\\\‘\\\\‘\\\\ 1
m/z--> 50 100 150 200 250 300 350 400
Abundance #228591: Tetradecane, 1-iodo- N
57.0 )&
NN VPP
9.50 10.00
5000 m/z 71.10 58.81%
13.0 197.0
L 0
m/z--> 50 100 150 200 250 300 350 400
Abundance #193304: 1-lodo-2-methylundecane T —
57.0 9.50 10.00
m/z 85.15 38.47%
5000
oLl o0 e YA,
m/z--> 50 100 150 200 250 300 350 400 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59349.D

Acqg On : 7 Oct 2023 19:34
Operator : MA/JU

Sample : 04607-10

Misc

ALS vial : 5 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 Benzene, 1l-ethyl-3,5-dimethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
9.841 16.39 ng/ul 344342  Naphthalene-d8 11.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 90
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 90
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 90
4 o-Cymene 134 C1eH14 000527-84-4 90
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 90
Abundance Scan 1098 (9.841 min): BG059349.D\data.ms (-1094) (-) m/z 119.10 100.00%
119.1
5000 j\A j\
39.1 9.50 10.00
ol ol 1913 2691 4220 /7 134,05  43.72%
miz--> 50 100 150 200 250 300 350 400
Abundance #17081: Benzene, 1-ethyl-3,5-dimethyl-
119.0
5000 A e o
9.50 10.00
m/z 91.10 24.22%
39.0
0 \\‘\‘\‘i“‘\h“\‘“\\‘“‘“\H \H\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
— e
9.50 10.00
5000 m/z 120.10 11.39%
39.0 ‘
Y
m/z--> 50 100 150 200 250 300 350 400
Abundance #17083: Benzene, 1-ethyl-2,3-dimethyl-
119.0 9.50 10.00
m/z 117.10 8.99%
5000
39.0
VN S
m/z--> 50 100 150 200 250 300 350 400 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59349.D

Acqg On : 7 Oct 2023 19:34
Operator : MA/JU

Sample : 04607-10

Misc

ALS vial : 5 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 Naphthalene, decahydro-2-me... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
9.935 10.80 ng/ul 226932  Naphthalene-d8 11.069

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 70
2 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 62
3 Bicyclo[4.1.0]heptan-3-one, 4,7,... 152 C10H160 004176-01-6 55
4 Bicyclo[5.4.0]Jundecane (trans) 152 C11H20 021394-30-9 55
5 Bicyclo[4.1.0]heptan-3-one, 4,7,... 152 C1@H160 004176-04-9 55

Abundance Scan 1114 (9.935 min): BG059349.D\data.ms (-1110) (-) m/z 67.10 100.00%

67.1
133.0
5000
‘ } 10.00
521.9 :
250.3 431.9
o_mu‘i‘u‘ bl d 2903 B9 T w/z 41.10 96.89%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #29507: Naphthalene, decahydro-2-methyl-
81.0 1500
5000 U
10.00
m/z 81.05 86.38%
O‘\\‘\ J"!“J"il
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #29494: cis-Decalin, 2-syn-methyl-
95.0
—
10.00
5000 m/z 95.10 84.39%
152.0
29. ’ ‘
O‘H“JMWMouﬂ"H“H“_“w“u“u“u“_“w“u‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #29429: Bicyclo[4.1.0]heptan-3-one, 4,7,7-trimethyl-, [1R T
81.0 152.0 10.00
m/z 55.10  75.95%
5000
sl w
m/z--> 0 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@59349.D

Acqg On : 7 Oct 2023 19:34
Operator : MA/JU

Sample : 04607-10

Misc

ALS vial : 5 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 47 Benzene, (3-methyl-2-butenyl)- Concentration Rank 43

R.T. EstConc Area Relative to ISTD R.T.
10.035 4.87 ng/ul 102416  Naphthalene-d8 11.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 60
2 Benzene, 1-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 53
3 Benzene, 1-methyl-3-(1-methyl-2-... 146 Cl1l1H14 052161-57-6 50
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 146 C11H14 027087-54-3 41
5 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 41

Abundance Scan 1131 (10.035 min): BG059349.D\data.ms (-1124) (- | m/z 57.10 100.00%
57.1
131.1
5000
| AR
204.2 492. :
ol ! wnu}m“wh”w"‘w‘u‘P‘u‘H‘H"_m_m_m‘_”u m/z 131.05  62.44%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #25011: Benzene, (3-methyl-2-butenyl)-
131.0
5000 K ~ /\‘
10.00
m/z 43.15 56.92%
41.0
O\“fU‘ihu\Jl‘\h\‘\[‘h\h\l‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #25060: Benzene, 1-methyl-4-(1-methyl-2-propenyl)-
131.0
T
10.00
5000 m/z 41.10 42.76%
39.0 \
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #25058: Benzene, 1-methyl-3-(1-methyl-2-propenyl)- ——
131.0 10.00
m/z 71.10 36.99%
5000
39.0 ‘
m/z--> 50 100 150 200 250 300 350 400 450 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59349.D

Acqg On : 7 Oct 2023 19:34
Operator : MA/JU

Sample : 04607-10

Misc

ALS vial : 5 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 1H-Indene, 2,3-dihydro-1,3-... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.211 19.26 ng/ul 404768  Naphthalene-d8 11.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 92
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 76
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 001559-81-5 76
4 Benzene, 1l-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 70
5 Benzene, 1-methyl-2-(1-methyl-2-... 146 C11H14 097664-19-2 70

Abundance Scan 1161 (10.211 min): BG059349.D\data.ms (-1155) (- | m/z 131.05 100.00%
131.1

5000 A\ )L‘JLK

57.1 M ‘ l 10,00 10.50
ob MUY 2202 2080 asse L Tor 1o anaen
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131.0
5000 ALWATS al
10.00 10.50
m/z 146.85 29.10%
39.0 l
0_‘\‘\,‘1“4\\\”‘.‘.‘hx‘ﬂ‘.\"""""_H“HHWHWH_H

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance  #25042: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-

131.0 A AA "

10.00 10.50
5000 m/z 119.05 27 .69%
w, |
B e —
m/z--> 0 50 100 150 200 250 300 350 400 450 j\
Abundance  #25052: Naphthalene, 1,2,3,4-tetrahydro-1-methyl- —4 j\A ‘/\'T «r‘j‘
131.0 10.00 10.50
m/z 115.10 27.64%
5000
39.0 ’ ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59349.D

Acqg On 7 Oct 2023 19:34

Operator : MA/JU

Sample : 04607-10

Misc

ALS vial : 5 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 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 1H-Inden-1-one, 2,3-dihydro... Concentration Rank 31

R.T. EstConc Area Relative to ISTD R.T.
10.299 7.70 ng/ul 161868 Naphthalene-d8 11.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 50
2 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 49
3 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 45

4 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 43
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 43
Abundance Scan 1176 (10.299 min): BG059349.D\data.ms (-1169) (- | m/z 131.00 100.00%
131.0
5000
LA
by iy
10.00 10.50
0 . Hn\’ mE ‘2‘79‘0‘ ) :‘-3)‘2?‘1‘ —— ‘4‘1‘2"‘ m/Z 119.05 57.55%
miz--> 50 100 150 200 250 300 350 400
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131.0
5000
10.00 10.50
m/z 117.05 43.30%
39.0 ‘ ‘
O \‘\‘\‘i“‘\m\%g‘\.?“\h‘\‘“ \“‘]\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #24958: 1H-Inden-1-one, 2,3-dihydro-2-methyl-
131.0 j\ /Kﬁk
e I A A
10.00 10.50
5000 m/z 115.05  32.27%
20 99|
odbd bl
m/z--> 50 100 150 200 250 300 350 400
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0 10.00 10.50
m/z 55.10 28.25%
h VV/KJVAMAyﬂu/»\MﬁpMN
39.0
Y. I N S A R
m/z--> 50 100 150 200 250 300 350 400 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59349.D

Acqg On : 7 Oct 2023 19:34
Operator : MA/JU

Sample : 04607-10

Misc

ALS vial : 5 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 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.429 12.66 ng/ul 266018 Naphthalene-d8 11.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 83
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 83
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 81
4 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 80
5 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 76
Abundance Scan 1198 (10.429 min): BG059349.D\data.ms (-1190) (- | m/z 117.10 100.00%
1171
5000 AA
=
65.0 ’ ‘ ‘ 10.50
op bbbl L 2375 3308 48T ;135 00 42.14%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
5000 [I\‘\ /\\/\\ T T \‘/\\
10.50
m/z 119.10 33.53%
39.0 ‘
0 \\‘L‘L4“\“'\"“\‘!""\\“%\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘

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

Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0 ”/Jk/v\
i

10.50
5000 ITI/Z 115.10 28.91%
51.0 ‘
0 ‘JuL“w"w‘w‘hw‘!‘_m_‘wuwHu_m_m_m
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0 10.50
m/z 131.05 23.45%
5000
39.0
m/z--> 0 50 100 150 200 250 300 350 400 450 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59349.D

Acqg On : 7 Oct 2023 19:34
Operator : MA/JU

Sample : 04607-10

Misc

ALS vial : 5 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 53 (DEL) Alkane: Cyclic13.120 Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
13.120 7.81 ng/ul 225414  Acenaphthene-di10 14.865
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 001678-82-6 38
2 Cycloheptane, bromo- 176 C7H13Br 002404-35-5 38
3 Cyclohexane, 1l-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 38
4 Cyclohexane, 1-methyl-2-pentyl- 168 C12H24 054411-01-7 38
5 Oxalic acid, butyl cyclohexylmet... 242 C13H2204 1000309-68-2 38

Abundance Scan 1656 (13.120 min): BG059349.D\data.ms (-1648) (- | m/z 55.10 100.00%
55.1

5000

-

127.1 T

s ‘
“ ’ 339.0 4227  526.F 13.00 13.50
8890 4227 526F L, 97.e5  82.26%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #20790: Cyclohexane, 1-methyl-4-(1-methylethyl)-, trans-
55.0

o

5000 Py gy
13.00 13.50
m/z 74.00 40.79%
\ “ 140.0
O‘\\H\““\J\H\‘\“\\\1‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #51231: Cycloheptane, bromo-
Al
T T ‘ T VA‘ T
13.00 13.50
5000 m/z 41.10 36.60%

o

‘H\\UUW-H‘:’:‘?WW"‘wwm,wwwH,w
miz-> O 50 100 150 200 250 300 350 400 450 500

Abundance #13287: Cyclohexane, 1-ethyl-4-methyl-, trans- — ——
55.0 13.00 13.50
m/z 127.10 19.24%

5000
126.0

-

Amine

m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59349.D

Acqg On : 7 Oct 2023 19:34
Operator : MA/JU

Sample : 04607-10

Misc

ALS vial : 5 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 Benzoic acid, 3,4-dimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.625 16.51 ng/ul 476329  Acenaphthene-d10 14.865
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 3,4-dimethyl- 150 C9H1e02 000619-04-5 94
2 Benzoic acid, 3,4-dimethyl- 150 C9H1002 000619-04-5 94
3 Benzoic acid, 3,5-dimethyl- 150 C9H1002 000499-06-9 93
4 Benzeneacetic acid, .alpha.-methyl- 150 C9H1002 000492-37-5 93
5 Benzeneacetic acid, .alpha.-methyl- 156 C9H1002 000492-37-5 93

Abundance Scan 1742 (13.625 min): BG059349.D\data.ms (-1734) (- | m/z 105.10 100.00%

105.1
5000
51.1

‘ M 1350 1400
ol LLLLL deae2003 2ses asis a7 oo g, aay
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #28334: Benzoic acid, 3,4-dimethyl-
105.0
5000
1350 1400

m/z 91.10  39.25%

51.0
T \‘\ ‘\“L \‘M\h"\ l\‘ "‘\ \‘ \h‘\ T 1T ‘ T 1T ‘ T 1T ‘ T 1T ’ TT 1T ‘ T 1T ’ T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #28327: Benzoic acid, 3,4-dimethyl-
105.0

o

1350 1400
5000 m/z 133.00 26.76%
51.0
0 H“LWNWVN“N\\\\w\\w‘\\w‘\w\,\w\‘w\\’
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #28326: Benzoic acid, 3,5-dimethyl- ottt ety
105.0 13.50 14.00

m/z 77.00  26.12%

5000
51.0
0 | u‘ H‘\ \“ " i J‘

m/z--> 0 50 100 150 200 250 300 350 400 450 1350 1400
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59349.D

Acqg On : 7 Oct 2023 19:34
Operator : MA/JU

Sample : 04607-10

Misc

ALS vial : 5 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 unknown-@5 Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
13.713 9.41 ng/ul 271532  Acenaphthene-di10 14.865
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hypoglycin 141 C7H11NO2 000156-56-9 38
2 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 38
3 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 37
4 Octanoic acid, 2-methyl- 158 C9H1802 003004-93-1 37
5 2,2'-(tert-Butylimino)diethanol 161 C8H19NO2 002160-93-2 28

Abundance Scan 1757 (13.713 min): BG059349.D\data.ms (-1751) (- | m/z 74.10 100.00%

74.1
5000
111.2

posoef =]
13.50 14.00

?

oL 3aR, ‘h‘m“w H L1482 1001 2786 347.

! e A m/z 55.10 72.17%
miz-> 50 100 150 200 250 300
Abundance #21785: Hypoglycin
74.0
5000 T

7
13.50 14.00
m/z 41.10 38.02%

141.0
L \‘m“ ‘M?Jmh “\ ‘Hi T ‘ L ‘ L ‘ T T T ‘ T T T
miz--> 50 100 150 200 250 300
Abundance #9217: Pentanoic acid, 2-methyl-

74.0

7
13.50 14.00

o

5000 ITI/Z 69.10 26.30%
27.0
0 — M{ ‘\hh‘ \“‘ T “ ‘1?—7\(\) T ‘ T ‘ L ‘ T ‘ T W\/j\w/v\/‘
m/z--> 50 100 150 200 250 300
Abundance #15432: Hexanoic acid, 2-methyl- T 7
74.0 13.50 14.00

m/z 108.10  25.22%

) W\NJ\VMAM
27.0
L \LL L d

i e
m/z--> 50 100 150 200 250 300 13.50 14.00

=
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59349.D

Acqg On : 7 Oct 2023 19:34
Operator : MA/JU

Sample : 04607-10

Misc

ALS vial : 5 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 58 Benzoic acid, 2,4,5-trimethyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
14.465 14.72 ng/ul 424679  Acenaphthene-d10 14.865
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2,4,5-trimethyl- 164 C10H1202 000528-90-5 97
2 Benzoic acid, 2,4,5-trimethyl- 164 C10H1202 000528-90-5 83
3 Ethyl o-methylbenzoate 164 C10H1202 000087-24-1 53
4 3,5-Dimethylphenylacetic acid 164 C10H1202 042288-46-0 50
5 2-Amino-3,5-dimethylbenzoic acid 165 CSH11NO2 014438-32-5 38

Abundance Scan 1885 (14.465 min): BG059349.D\data.ms (-1879) (- | m/z 164.10 100.00%
164.1
5000 91.0
e
49 “ H\ H 2615 4291 497, =
Ot Uy L R TS m/z 119.10 0 84.30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #39291: Benzoic acid, 2,4,5-trimethyl-
164.0
14.50
91.0 m/z 146.05 82.53%
0’27‘9\“‘l“J‘H!‘[
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #39302: Benzoic acid, 2,4,5-trimethyl-
164.0 J\N
NV SN LN
14.50
5000 91.0 m/z 118.10 62.24%
o,‘Jlu\u‘wH e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #39223: Ethyl o-methylbenzoate Lt e MA’%M
119.0 14.50
m/z 91.05 48.16%
5000
65.0
O,L‘A‘{} i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59349.D

Acqg On : 7 Oct 2023 19:34
Operator : MA/JU

Sample : 04607-10

Misc

ALS vial : 5 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 unknown-06 Concentration Rank 52
R.T. EstConc Area Relative to ISTD R.T.
15.135 3.16 ng/ul 91294  Acenaphthene-d1e 14.865
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (Benzo(b)thien-6-yl)acetic acid 192 C10H802S 006177-87-3 49
2 1-Benzothien-2-ylacetic acid 192 C10H802S 075894-07-4 47
3 5-Ethynyl-7-methoxy-2H-1,3-benzo... 192 C10H804 1000411-41-9 47
4 1,3,2-Benzoxazaborole, 2-ethyl-2... 147 C8H10BNO 129363-62-8 43
5 2-Indolinone, 1-methyl- 147 CSHSNO 000061-70-1 30
Abundance Scan 1999 (15.135 min): BG059349.D\data.ms (-1995) (- | m/z 147.05 100.00%
147.1
5000
43.1
15.00 15.50
07.9 284.1337.8 423.7 502.
o' T e LR IRARRRON S m/z 192.10  56.03%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #66233: (Benzo(b)thien-6-yl)acetic acid
147.0
5000
15.00 15.50
m/z 43.10 37.25%
45.0
O \\\\J‘\”\‘\\‘I\\‘\\N‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #66231: 1-Benzothien-2-ylacetic acid
147.0
— —
15.00 15.50
5000 m/z 163.10 26.36%
45.0
0 \\\\“‘\‘UH"\UH”‘\H\‘\\\\‘\\H‘HH‘HH‘HH‘HH_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 Wmﬂj\wmfwwww
Abundance #66276: 5-Ethynyl-7-methoxy-2H-1,3-benzodioxol-4-ol ey Wt
192.0 15.00 15.50
m/z 41.10 25.42%
5000
630 1210 ‘
0 N\\ﬂ«wj‘mh‘ﬁuu“H“‘H“‘H“‘H“‘H“‘H““ — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59349.D

Acqg On : 7 Oct 2023 19:34
Operator : MA/JU

Sample : 04607-10

Misc

ALS vial : 5 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-07 Concentration Rank 46
R.T. EstConc Area Relative to ISTD R.T.

15.211  4.53 ng/ul 130655 Acenaphthene-dle 14.865

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Methyl-N-(4-oxo-2-thioxo-1,3-t... 266 C11H10N202S2 1000486-65-0 27

2 o-Cymene 134 C10H14 000527-84-4 25
3 Benzoic acid ,2-[(3-methylbenzoy... 358 C22H18N203 1000311-38-2 25
4 2-Thiazolidinethione 119 C3H5NS2 000096-53-7 25
5 Ethyl m-methylbenzoate 164 C10H1202 000120-33-2 25
Abundance Scan 2012 (15.211 min): BG059349.D\data.ms (-2008) (- | m/z 119.10 100.00%
119.1
163.1
5000
39 1 UAL Pl
‘ ‘ 15.00 15.50
ol— \h\"\H\M‘I\\Hml m\u “‘h‘n“hh‘u“ e e ‘:‘3??‘8‘ : ‘4‘2‘0‘ m/z 163.10 67.42%
mlz--> 100 150 200 250 300 350 400
Abundance #154688. 2-Methyl-N-(4-oxo-2-thioxo-1,3-thiazolidin-3-yl)
119.0
5000 i ’\“/M“
15.00 15.50
65.0 m/z 178.05 62.74%
ol5.0 . L] 220.0266.0
\\\\’\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #16997: o-Cymene
119.0
15.00 15.50
5000 ITI/Z 115.05 28.67%
41.0 ‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #268062: Benzoic acid ,2-[(3-methylbenzoyl) hydrazonon I r
119.0 15.00 15.50
m/z 133.00 27.65%
5000
o, 510 | ‘ ‘ 236.0 358.0 MMW\/\
e e e e i
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59349.D

Acqg On : 7 Oct 2023 19:34
Operator : MA/JU

Sample : 04607-10

Misc

ALS vial : 5 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 63 (DEL) Alkane: Straight-Chai... Concentration Rank 58
R.T. EstConc Area Relative to ISTD R.T.
23.384 2.59 ng/ul 111289  Chrysene-di12 21.915
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 96
2 Docosane 310 C22H46 000629-97-0 93
3 Nonadecane 268 C19H40 000629-92-5 89
4 Docosane 310 C22H46 000629-97-0 86
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 64

Abundance Scan 3403 (23.384 min): BG059349.D\data.ms (-3399) (- | m/z 57.10 100.00%
57.1

5000
2506 53%6
127.2 209.0266.9 : :
0 bild MJ“M‘Mu““‘mu‘”\“H“‘1%“1?‘?”‘4,1“‘1?_”“5‘3‘0‘ m/z 43.10  83.47%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #158597: Nonadecane
57.0
5000 — —
23.00 23.50

m/z 71.10 52.04%

|‘ 11301600  268.0
O\‘\‘\‘\\\\‘\‘\‘\\l"\‘\\\‘\\\\‘\l\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #212281: Docosane
57.0
vy

2300 2350
5000 ITI z 85.10 34.58%
oL ee0s0 a0 w
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #158600: Nonadecane T [“WWWNM
57.0 2300 2350

m/z 55.10  26.61%

5000

Y e e R — —
miz--> 50 100 150 200 250 300 350 400 450 500 23.00 23.50

| 11301600  268.0
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59349.D

Acqg On : 7 Oct 2023 19:34
Operator : MA/JU

Sample : 04607-10

Misc

ALS vial : 5 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 (DEL) Alkane: Straight-Chai... Concentration Rank 49
R.T. EstConc Area Relative to ISTD R.T.
24.248 3.66 ng/ul 170453  Perylene-di2 25.399
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 (C24H50 000646-31-1 62
2 Tetradecane, 1-iodo- 324 C14H291I 019218-94-1 58
3 Octadecane 254 C18H38 000593-45-3 58
4 Docosane 310 C22H46 000629-97-0 58
5 Tetratetracontane 619 C44H90 007098-22-8 58

Abundance Scan 3550 (24.248 min): BG059349.D\data.ms (-3544) (- | m/z 57.10 100.00%

57.1
5000

. —T
24.00 24.50

1uhﬁh ..193.9 280.9 389.2 532.i

O‘HJ““‘“w‘au,u“_“w“H“H‘_“w“u,‘u‘ m/z 43.10 45.41%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #246481: Tetracosane
57.0
5000 — ——

24.00 24.50
m/z 71.10 34.38%

L2 aem0225 081 02200
\\\\‘\\\\‘1\\1’\1!\’!\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #228591: Tetradecane, 1-iodo-
57.0
‘ N

o

24.00 24.50
5000 m/z 85.20 27 .36%
113.0 197.0
o*w“wb”WJ”WNH*Jw**w*H*\H**w*‘w*w*vw**w**
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #141058: Octadecane
57.0 24.00 24.50

m/z 41.10 18.57%

5000
H | |1J flo‘xlfs?.o 254.0

O b A b s e — —
miz--> 50 100 150 200 250 300 350 400 450 500 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59349.D

Acqg On : 7 Oct 2023 19:34
Operator : MA/JU

Sample : 04607-10

Misc

ALS vial : 5 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 Heptacosane, 1-chloro- Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
25.258 6.36 ng/ul 296553  Perylene-di2 25.399
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 80
2 Hentriacontane 437 C31H64 000630-04-6 72
3 Tetracosane 338 C24H50 000646-31-1 72
4 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 72
5 Hexacosane 366 C26H54 000630-01-3 58

Abundance Scan 3722 (25.258 min): BG059349.D\data.ms (-3717) (- | m/z 57.10 100.00%

57.1
5000
Py

] 'Ol 1823 28113413 45315121 2500 2550
0o Bbd o 2 STE TR RS m/z 43,10 63.44%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #310570: Heptacosane, 1-chloro-
57.0
5000 et L
25.00 25.50

m/z 71.10 47.41%

\\\\‘\\\\‘\\\\‘\\\1’\1!\‘f\\\[\\\\‘\\\\‘\\\\’\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #320591: Hentriacontane
57.0
A, AW

o

25.00 25.50
5000 m/z 85.10 31.74%
1
[T ae002250 30903650 4370
‘H“H‘w“u“u‘,“w“H“H‘_“w“u,u“_“w
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #246481: Tetracosane
57.0 25.00 25.50

m/z 55.10 20.91%

5000
3.0
||| 113-0160.0225.0281.0338.0

Oh A AL o P SR SRR I — e
miz--> 50 100 150 200 250 300 350 400 450 500 25.00 25.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59349.D

Acqg On : 7 Oct 2023 19:34
Operator : MA/JU

Sample : 04607-10

Misc

ALS vial : 5 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 35
R.T. EstConc Area Relative to ISTD R.T.
26.486 6.64 ng/ul 309867 Perylene-d12 25.399
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 80
2 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 72
3 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 72
4 Octadecane, 2-methyl- 268 C19H40 001560-88-9 72
5 Eicosane 282 C20H42 000112-95-8 64
Abundance Scan 3931 (26.486 min): BG059349.D\data.ms (-3922) (- | m/z 57.10 100.00%
57.1
26.50
113.1 207.1 281.0 . :
o LA 2 210 aros wns sz L ashe eaeen
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #59029: Tridecane
57.0
5000 R
26.50
m/z 71.10 52.85%
L Lo ssao
‘\\1f[\\f\‘\\\f‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #287349: Octadecane, 1-iodo-
57.0
26.50
5000 m/z 85.10 41.36%
113.0
of LT a0 2580
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #211086: Tridecane, 1-iodo-
57.0 26.50
m/z 41.10 20.39%
5000
183.0
o Mmoo 4
m/z--> 0 50 100 150 200 250 300 350 400 450 500 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59349.D

Acqg On : 7 Oct 2023 19:34
Operator : MA/JU

Sample : 04607-10

Misc

ALS vial : 5 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 67 (DEL) Alkane: Straight-Chai... Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
27.938 7.41 ng/ul 345687 Perylene-d12 25.399
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Heneicosane 296 C21H44 000629-94-7 83
3 Hexacosane 366 C26H54 000630-01-3 83
4 Tetratetracontane 619 C44H90 007098-22-8 80
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 80

Abundance Scan 4178 (27.937 min): BG059349.D\data.ms (-4170) (- | m/z 57.05 100.00%

57.0
5000

=
27.1 1972 280.9 3502 28.00
o‘“lﬁuw,““}5256 m/z 43.10  74.52%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #262011: Pentacosane
57.0
5000 U
28.00

m/z 71.10 57.07%
1 W.\ |, 211.0 2810 352.0

0 H\“u“‘u H
m/z--> 6 5b 160 1%0 260 2%0 360 3%0 460 4%0 560 5%0
Abundance #194590: Heneicosane
57.0
R SR
28.00
5000 ITI/Z 85.10 44 ,88%
o‘JlHFlgT-OZ%-O,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275538: Hexacosane
57.0 28.00

m/z 41.10  25.22%

5000
04+ \ ‘ ||1ﬁ 1 11\9\7 \O‘ 267.0 366.0
——

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 28.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100723\
Data File : BG@59349.D

Acqg On : 7 Oct 2023 19:34
Operator : MA/JU

Sample : 04607-10

Misc :

ALS vial : 5 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 4.765 4.8 ng/ul 66714 1 8.231 275565 20.0
(DEL) Alkane: C 4.847 2.5 ng/ul 34923 1  8.231 275565 20.0
(DEL) Alkane: S 5.029 2.1 ng/ul 28561 1 8.231 275565 20.0
(DEL) Alkane: C 5.235 2.0 ng/ul 27895 1 8.231 275565 20.0
(DEL) Alkane: C 5.323 7.7 ng/ul 106689 1 8.231 275565 20.0
(DEL) Alkane: S... 5.464 2.2 ng/ul 29930 1 8.231 275565 20.0
(DEL) Alkane: C... 5.570 6.5 ng/ul 89993 1 8.231 275565 20.0
Pentalene, octa... 5.857 4.1 ng/ul 56751 1 8.231 275565 20.0
(DEL) Alkane: C 5.946 4.5 ng/ul 61547 1 8.231 275565 20.0
(DEL) Alkane: S 6.004 5.1 ng/ul 70298 1 8.231 275565 20.0
(DEL) Alkane: S 6.098 12.5 ng/ul 172824 1 8.231 275565 20.0
(DEL) Alkane: C... 6.169 6.7 ng/ul 91589 1 8.231 275565 20.0
Cyclobutane, (1... 6.257 2.9 ng/ul 40460 1 8.231 275565 20.0
unknown-01 6.398 6.8 ng/ul 93553 1 8.231 275565 20.0
(DEL) Alkane: C... 6.433 10.0 ng/ul 138110 1 8.231 275565 20.0
(DEL) Alkane: S... 6.604 5.0 ng/ul 68167 1 8.231 275565 20.0
unknown-02 6.674 68.2 ng/ul 939708 1 8.231 275565 20.0
Oxalic acid, bi... 6.739 5.8 ng/ul 80396 1 8.231 275565 20.0
1-Octyn-3-o0l, 4... 6.792 31.1 ng/ul 429096 1 8.231 275565 20.0
(DEL) Alkane: C... 6.897 6.3 ng/ul 86898 1 8.231 275565 20.0
unknown-03 6.980 9.3 ng/ul 128128 1 8.231 275565 20.0
Benzene, propyl- 7.162 38.2 ng/ul 526070 1 8.231 275565 20.0
(DEL) Alkane: S... 7.226 2.6 ng/ul 35346 1 8.231 275565 20.0
(DEL) Alkane: C... 7.250 2.6 ng/ul 36541 1 8.231 275565 20.0
(DEL) Alkane: C... 7.649 15.5 ng/ul 213615 1 8.231 275565 20.0
Dichloroacetic ... 7.691 4.6 ng/ul 63400 1 8.231 275565 20.0
1H-Indene, octa... 7.896 11.7 ng/ul 160681 1 8.231 275565 20.0
(DEL) Alkane: C... 7.937 2.8 ng/ul 39006 1 8.231 275565 20.0
Benzene, (2-met... 8.061 19.4 ng/ul 266851 1 8.231 275565 20.0
Oxirane, 2-meth... 8.096 23.5 ng/ul 324227 1 8.231 275565 20.0
(DEL) Alkane: S... 8.337 17.5 ng/ul 240974 1 8.231 275565 20.0
(DEL) Alkane: S... 8.407 12.4 ng/ul 170725 1 8.231 275565 20.0
(DEL) Alkane: C... 8.466 20.3 ng/ul 279057 1 8.231 275565 20.0
1,3,5-Cyclohept... 8.501 25.2 ng/ul 346693 1 8.231 275565 20.0
unknown-04 8.578 5.7 ng/ul 78348 1 8.231 275565 20.0
Benzene, 1,3-di... 8.689 19.9 ng/ul 274247 1 8.231 275565 20.0
1,4-Cyclohexadi... 8.848 25.1 ng/ul 345664 1 8.231 275565 20.0
Naphthalene, de... 9.048 35.9 ng/ul 494741 1  8.231 275565 20.0
(DEL) Alkane: S... 9.248 11.9 ng/ul 163536 1 8.231 275565 20.0
o-Cymene 9.306 46.0 ng/ul 634290 1 8.231 275565 20.0
(DEL) Alkane: S... 9.630 11.1 ng/ul 153139 1 8.231 275565 20.0
(DEL) Alkane: S... 9.800 11.8 ng/ul 247533 2 11.069 420299 20.0
Benzene, 1l-ethy... 9.841 16.4 ng/ul 344342 2 11.069 420299 20.0
Naphthalene, de... 9.935 10.8 ng/ul 226932 2 11.069 420299 20.0
Benzene, (3-met... 10.035 4.9 ng/ul 102416 2 11.069 420299 20.0
1H-Indene, 2,3-... 10.211 19.3 ng/ul 404768 2 11.069 420299 20.0
1H-Inden-1-one,... 10.299 7.7 ng/ul 161868 2 11.069 420299 20.0
1H-Indene, 2,3-... 10.429 12.7 ng/ul 266018 2 11.069 420299 20.0
(DEL) Alkane: C... 13.120 7.8 ng/ul 225414 3 14.865 577056 20.0
Benzoic acid, 3... 13.625 16.5 ng/ul 476329 3 14.865 577056 20.0
unknown-05 13.713 9.4 ng/ul 271532 3 14.865 577056 20.0
Benzoic acid, 2... 14.465 14.7 ng/ul 424679 3 14.865 577056 20.0
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unknown-06
unknown-07

(DEL) Alkane:
(DEL) Alkane:

Heptacosane,

(DEL) Alkane:
(DEL) Alkane:

15.
15.
23.
24.
25.
26.

27

135
211
384
248
258
486

.938

NoOoOwNn A~ w
PoaobhvuouwN

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

91294
130655
111289
170453
296553
309867
345687
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14.
14.
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25.
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577056
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