LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG@59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc :

ALS Vvial : 17 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-BG091923.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BG@59205.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.576 24 32 53 rVB 1300085 2346213 4.96% 0.931%
2 3.864 77 81 93 rvVB2 211318 426689 0.90% 0.169%
3 4.551 189 198 202 rBV2 407300 767280 1.62%  0.305%
4 4.686 216 221 231 rVB 282662 533457 1.13% 0.212%
5 4.851 243 249 254 rBV 304060 594732 1.26% 0.236%
6 4.945 254 265 272 rBV2 17838488 47305791 100.00% 18.776%
7 5.109 286 293 298 rVB 694937 982216 2.08%  0.390%
8 5.203 302 309 316 rVB 447535 843275 1.78%  0.335%
9 5.350 330 334 337 rBvV 526680 704928 1.49% 0.280%
106 5.397 337 342 350 rVB 1194838 1918738 4.06% 0.762%
11 5.538 356 366 370 rBvV2 575333 1103523 2.33% 0.438%
12 5.579 376 373 377 rVB 308713 428038 0.90% 0.170%
13 5.638 377 383 393 rVB2 927545 1896149 4.01% 0.753%
14 5.732 393 399 402 rBV 299424 546120 1.15% 0.217%
15 5.761 402 404 410 rVB 354411 511144 1.08% 0.203%
16 5.891 417 426 429 rBV3 201651 367351 0.78% 0.146%
17 6.020 442 448 453 rVB2 506160 800102 1.69% 0.318%
18 6.079 453 458 468 rBV2 856497 1893019 4.00% 0.751%
19 6.173 468 474 481 rVB 1671396 2640290 5.58% 1.048%
20 6.243 481 486 491 rVB 837478 1320101 2.79% 0.524%
21  6.296 491 495 498 rBV 380405 579086 1.22% 0.230%
22 6.366 503 507 517 rVB3 268712 561369 1.19% 0.223%
23 6.466 517 524 526 rBV2 1145474 1958322 4.14% 0.777%
24 6.502 526 530 536 rVB2 1036578 1815761 3.84% 0.721%
25 6.590 541 545 554 rVB3 1031137 2221878 4.70% 0.882%
26 6.678 554 560 564 rBV 929931 1462586 3.09% 0.581%
27 6.754 564 573 579 rBV2 5271322 10241336 21.65% 4.065%
28 6.813 579 583 586 rBv2 828216 1358727 2.87% 0.539%
29 6.866 586 592 599 rVB 5919055 10263693 21.70% 4.074%
30 6.972 607 610 616 rVB 1080881 1481433 3.13% 0.588%
31 7.048 616 623 625 rBV2 931878 1600481 3.38% 0.635%
32 7.077 625 628 630 rvv2 871932 1316046 2.78% 0.522%
33 7.101 630 632 638 rVB2 1316991 1843321 3.90% 0.732%
34 7.160 638 642 644 rBV 541302 717129 1.52% 0.285%
35 7.195 644 648 652 rVB 2058978 2830949 5.98% 1.124%
36 7.242 652 656 662 rVB4 806122 1443173 3.05% 0.573%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG@59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc :

ALS Vvial : 17 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-BG091923.MA.M
Title : SVOA CALIBRATION
37 7.301 662 666 668 rBV2 462653 679503 1.44%  0.270%
38 7.389 673 681 694 rVB3 3676889 8752235 18.50% 3.474%
39 7.553 699 709 714 rBV3 1392362 3690297 7.80% 1.465%
40 7.630 717 722 725 rBv4 917853 1743488 3.69% 0.692%
41 7.677 725 730 734 rVB2 1210922 2155059 4.56% 0.855%
42 7.724 734 738 742 rBV2 2166309 3027153 6.40% 1.202%
43 7.765 742 745 748 rVWV2 734960 941102 1.99% 0.374%
44 7.806 748 752 757 rVB3 1360337 2225985 4.71% 0.884%
45 7.859 757 761 767 rVB3 718592 1154533 2.44% 0.458%
46 7.923 767 772 774 rBV2 450721 643108 1.36% 0.255%
47 7.959 774 778 783 rBV3 914943 1572655 3.32% 0.624%
48 8.012 783 787 790 rBV 848409 1132007 2.39% 0.449%
49 8.129 799 807 810 rBV5 1042192 2754594 5.82% 1.093%
50 8.200 810 819 827 rVV2 6957293 14188627 29.99% 5.632%
51 8.288 827 834 840 rVB3 1229388 2676602 5.66% 1.062%
52 8.364 843 847 851 rBV2 602144 879989 1.86% 0.349%
53 8.411 851 855 859 rVv2 2053176 3607163 7.63% 1.432%
54 8.482 863 867 872 rVV 1918923 3066210 6.48% 1.217%
55 8.540 872 877 881 rVV 2943685 5081143 10.74% 2.017%
56 8.587 881 885 890 rVB3 1678830 3056550 6.46% 1.213%
57 8.646 890 895 898 rBV 808728 1252484 2.65% 0.497%
58 8.687 898 902 907 rVB3 820738 1282777 2.71% ©.509%
59 8.752 907 913 917 rBV2 1799008 3032237 6.41% 1.204%
60 8.811 917 923 932 rVB3 2450783 5248204 11.09% 2.083%
61 8.916 932 941 945 rBV5 851991 2071283 4.38% 0.822%
62 8.963 945 949 950 rBV2 314230 437716 0.93% 0.174%
63 8.993 951 954 970 rVB6 936938 2864560 6.06% 1.137%
64 9.122 970 976 986 rBV3 2374115 5389782 11.39% 2.139%
65 9.245 993 997 999 rBV3 292186 503026 1.06% 0.200%
66 9.322 1006 1010 1013 rBV3 1290486 2305274 4.87% 0.915%
67 9.369 1013 1018 1027 rVB3 2144848 4945844 10.46% 1.963%
68 9.457 1028 1033 1035 rBV2 784007 1332364 2.82% 0.529%
69 9.574 1049 1053 1057 rVv4 889938 1621551 3.43% 0.644%
70 9.621 1057 1061 1068 rVB5 979149 1918496 4.06% 0.761%
71 9.710 1068 1076 1084 rVB2 1414188 3605371 7.62% 1.431%
72 9.809 1085 1093 1098 rBV5 454825 1056118 2.23% 0.419%
73 9.874 1098 1104 1108 rBV2 1717855 3156772 6.67% 1.253%
74  9.909 1108 1110 1116 rVB3 917138 1230354 2.60% 0.488%
75 10.009 1120 1127 1137 rVB4 1519160 3447053 7.29% 1.368%
76 10.103 1137 1143 1149 rBV2 657911 1236920 2.61% 0.491%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG@59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc :

ALS Vvial : 17 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-BG091923.MA.M
Title : SVOA CALIBRATION
77 10.191 1149 1158 1166 rVB3 1779273 4088947 8.64% 1.623%
78 10.280 1166 1173 1183 rVB3 1958990 4615465 9.76% 1.832%
79 10.374 1183 1189 1201 rBV6 723978 1623789 3.43% 0.644%
80 10.497 1201 1210 1216 rBV6 298738 944444 2.00% 0.375%
81 10.562 1217 1221 1226 rVB3 375857 567910 1.20% 0.225%
82 10.667 1231 1239 1245 rVB6 229425 662032 1.40% 0.263%
83 10.750 1245 1253 1258 rBV4 513248 1386283 2.93% 0.550%
84 11.196 1324 1329 1337 rVB 1119655 2066230 4.37% 0.820%
85 11.284 1337 1344 1354 rVB5 409817 1142997 2.42%  0.454%
86 11.772 1422 1427 1438 rVB8 291514 697528 1.47% 0.277%
87 12.048 1469 1474 1479 rVB 304174 432624 0.91% 0.172%
88 12.994 1628 1635 1644 rVB2 270988 493431 1.04% 0.196%
89 14.316 1854 1860 1867 rBV 666278 1019087 2.15% 0.404%
90 14.627 1907 1913 1920 rVB2 758041 1252491 2.65% 0.497%
91 14.927 1957 1964 1972 rVV 285070 468404 0.99% 0.186%
92 15.914 2125 2132 2138 rBV 1021517 1572299 3.32% 0.624%
93 16.020 2143 2150 2155 rW 327137 497613 1.05% 0.198%
94 17.671 2424 2431 2440 rBV 375186 605675 1.28%  0.240%
95 17.777 2440 2449 2461 rBV 1107513 1735689 3.67% 0.689%
96 20.050 2828 2836 2846 rBV 1400464 2091753 4.42%  0.830%
97 21.989 3160 3166 3175 rBV 293457 555412 1.17% 0.220%
98 23.740 3454 3464 3473 rVB5 143168 493272 1.04% 0.196%
99 25.297 3715 3729 3743 rBV2 525822 1748500 3.70% 0.694%
100 25.538 3762 3770 3782 rVB2 189729 593726 1.26% 0.236%

Sum of corrected areas: 251946236
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG059205.D\data.ms
4.945
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.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: Cyclic3.864 Concentration Rank 76
R.T. EstConc Area Relative to ISTD R.T.
3.864 3.19 ng/ul 426689 1,4-Dichlorobenzene-d4 8.300

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, methyl- 98 C7H14 000108-87-2 78
2 Cyclohexane, methyl- 98 C7H14 000108-87-2 72
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 64
4 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 64
5 2-Pentene, 4,4-dimethyl-, (Z)- 98 C7H14 000762-63-0 64
Abundance  Scan 81 (3.864 min): BG059205.D\data.ms (-77) (-) m/z 83.10 100.00%
83.1
‘ 4 ‘ 3.60 3.80 4.00 4.20
Obrddd Ll 2880 4018 4698527. ., 55 19 99.38%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3754 Cyclohexane, methyl-
83.0
5000 LA L LA B N I
3.60 3.80 4.00 4.20
m/z 41.10  48.28%
0“'”{!‘
m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance #3748: Cyclohexane, methyl-
83.0
PR e
3.60 3.80 4.00 4.20
5000 m/z 42.10 35.69%
il
O e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3811: 2-Pentene, 3,4-dimethyl-, (E)- WAY%“‘H“““H“““
83.0 3.60 3.80 4.00 4.20
m/z 98.15 35.05%
5000 J\
0“wkh‘me‘_“‘_‘“_‘“_‘“_“‘_“‘_“‘_“‘_“‘ S REDAS S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.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: Cyclic4.551 Concentration Rank 60
R.T. EstConc Area Relative to ISTD R.T.
4.551 5.73 ng/ul 767280 1,4-Dichlorobenzene-d4 8.300

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 91
2 Cyclohexane, 1,3-dimethyl- 112 C8H16 000591-21-9 87
3 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 86
4 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 78
5 3-Hepten-2-one 112 C7H120 001119-44-4 64
Abundance Scan 198 (4.551 min): BG059205.D\data.ms (-189) (-) m/z 55.10 100.00%
55.1
5000
I 1112-1 4.20 4.40 4.60 4.80
obrdtd b L2287 3099 5890 n/z 97.e5 84.10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7686: Cyclohexane, 1,4-dimethyl-, trans-
55.0
5000
112.0 4.20 4.40 4.60 4.80
‘ m/z 41.10 32.71%
0‘\\’\\\|‘l\J“\A\J‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7612: Cyclohexane, 1,3-dimethyl-
97.0
R R
4.20 4.40 4.60 4.80
5000 m/z 56.10 21.25%
39.C
A1
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7677: Cyclohexane, 1,3-dimethyl-, cis- R e EEEa R R o
97.0 4.20 4.40 4.60 4.80
m/z 42.05 15.97%
5000
39.C
m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.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 72
R.T. EstConc Area Relative to ISTD R.T.
4.686 3.99 ng/ul 533457 1,4-Dichlorobenzene-d4 8.300
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Octene, (Z)- 112 C8H16 007642-04-8 43
2 Cyclopentane, 1-ethyl-2-methyl-,... 112 C8H16 000930-89-2 43
3 Cyclopentane, 1l-ethyl-2-methyl-,... 112 C8H16 000930-89-2 43
4 Cyclopentane, 1-ethyl-2-methyl-,... 112 C8H16 000930-89-2 43
5 2-Octene, (E)- 112 C8H16 013389-42-9 38
Abundance Scan 221 (4.686 min): BG059205.D\data.ms (-216) (-) m/z 55.10 100.00%
55.1
- /M

F T

“ 312 | 4.40 4.60 4.80 5.00
ot LTS 1776 26413113 412. /7 56.10  56.55%

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

Abundance #7512: 2-Octene, (2)-

55.0
5000 L L B L B AL
4.40 4.60 4.80 5.00
‘ 120 m/z 41.10  50.68%
O\\‘\ “‘\h\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 0 50 100 150 200 250 300 350 400
Abundance #7696: Cyclopentane, 1-ethyl-2-methyl-, cis-
55.0
R AR
4.40 4.60 4.80 5.00
5000 m/z 97.10 39.59%
112 0
0 m‘wM “““‘
m/z--> 0 100 150 200 250 300 350 400
Abundance #7695:Cydopemane,Leﬂth%nemyL,cs—
55.0 4.40 4.60 4.80 5.00
m/z 83.10 35.73%
5000
112.0
0f v “ “M“_‘m‘HH_m_m_m_mw R LS AUNEVACRARE SR
m/z--> 0 5 100 150 200 250 300 350 400 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 4 (DEL) Alkane: Cyclic4.851 Concentration Rank 67
R.T. EstConc Area Relative to ISTD R.T.
4.851 4.44 ng/ul 594732  1,4-Dichlorobenzene-d4 8.300

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 86
2 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 86
3 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 86
4 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 64
5 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 64
Abundance Scan 249 (4.851 min): BG059205.D\data.ms (-243) (-) m/z 55.10 100.00%
55.1
- W
R AR
" ” 11’2'1 4.60 4.80 5.00 5.20
o,HH“‘leH“_l‘??"?”w??‘l‘-?”‘_m_”ﬁ‘??u‘ m/z 97.10 70.87%
m/z--> 0O 50 100 150 200 250 300 350 400 450
Abundance #7685: Cyclohexane, 1,3-dimethyl-, trans-
55.0
5000
112.0 4.60 4.80 5.00 5.20
‘ ‘ m/z 41.10 41.98%
O’\‘\H\““\!\I\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #7690: Cyclohexane, 1,3-dimethyl-, trans-
55.0
R R RRRERERRE
4.60 4.80 5.00 5.20
5000 m/z 56.10 31.95%
112.0
oL
m/iz--> 0 50 100 150 200 250 300 350 400 450 \
Abundance #7669: Cyclohexane, 1,4-dimethyl-, cis- R ARANEmEAR
55.0 4.60 4.80 5.00 5.20
m/z 42.10 22.79%
5000
12.0
o,HH‘\‘h‘M“"“\HH_HWHH_m_m_m_mw A AN A
m/z--> 0 50 100 150 200 250 300 350 400 450 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.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 Tetrachloroethylene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4,945 353.48 ng/ul 47305800 1,4-Dichlorobenzene-d4 8.300

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetrachloroethylene 164 C2Cl4 000127-18-4 99
2 Tetrachloroethylene 164 C2Cl4 000127-18-4 98
3 Tetrachloroethylene 164 C2Cl4a 000127-18-4 98
4 Tetrachloroethylene 164 C2Cl4 000127-18-4 93
5 Pyrimidine, 5-fluoro-2,4-dichloro- 166 C4HC12FN2 002927-71-1 35
Abundance Scan 265 (4.945 min): BG059205.D\data.ms (-254) (-) m/z 165.95 100.00%
165.9
94.0
5000
35 L L L L R R R
‘ ‘ ‘ l 4.60 4.80 5.00 5.20
ot Ll b L2986 3435 4234 ., 178,95  g5.38%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #39854: Tetrachloroethylene
166.0
5000 L L L LI B LI B I
94.0 4.60 4.80 5.00 5.20

m/z 163.95 85.17%

35.1)
\ ‘m‘ ‘\ |

(O o e e e e
m/z--> 6 5b 160 15‘0 260 2%0 360 35‘0 460 45‘0
Abundance #39850: Tetrachloroethylene
166.0
460 480500520
5000 m/z 131.00 83.58%
94.0

3?'?‘\ L ‘\ ‘ |

>

0 e e T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #39852: Tetrachloroethylene RN e A
166.0 4.60 4.80 5.00 5.20
m/z 167.90  57.27%
5000
94.0
35. ‘ ‘
o"u“‘ﬁ‘mM"m"lu‘mWm_m‘mwm_ ARt
m/z--> 0 50 100 150 200 250 300 350 400 450 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 53
R.T. EstConc Area Relative to ISTD R.T.
5.109 7.34 ng/ul 982216 1,4-Dichlorobenzene-d4 8.300

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 91
2 Octane, 2-methyl- 128 C9H20 003221-61-2 86
3 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 80
4 Octane, 2-methyl- 128 C9H20 003221-61-2 74
5 Decane, 2,4-dimethyl- 170 C12H26 002801-84-5 59
Abundance Scan 293 (5.109 min): BG059205.D\data.ms (-286) (-) m/z 43.10 100.00%
3.1 W
5000
‘ ‘ 113.2 ‘ 4.80 5.00 5.20 5.40
o Mdd LT 2242 3318 466 ., 57.10  64.22%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #14552: Heptane, 2,6-dimethyl-
43.0
5000
4.80 5.00 5.20 5.40
m/z 41.10 34.20%
‘ 113.0
O \H\‘"\“!\“\‘\J\W\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #14524: Octane, 2-methyl-
43.0
AR AARARR
4.80 5.00 5.20 5.40
5000 m/z 71.10 27 .64%
] ‘ M50
o e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #14541: Heptane, 2,6-dimethyl- AR E e e R
43.0 4.80 5.00 5.20 5.40
m/z 42.10 24.65%
5000
[0
ot A al RREA
m/z--> 50 100 150 200 250 300 350 400 450 4.80 5.00 5.20 5.40

SFAM-EPA-BG091923.MA.M Wed Sep 27 17:24:57 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 58
R.T. EstConc Area Relative to ISTD R.T.
5.203 6.30 ng/ul 843275 1,4-Dichlorobenzene-d4 8.300

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3-methyl- 128 C9H20 002216-33-3 64
2 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 56
3 Octane, 3-methyl- 128 C9H20 002216-33-3 56
4 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 50
5 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 45
Abundance Scan 309 (5.203 min): BG059205.D\data.ms (-302) (-) m/z 57.10 100.00%
57.1
5000 A
09.1 4.80 5.00 5.20 5.40 5.60
ol dly | 1306 1985 3016 n/z; 43.10  33.81%
miz--> 50 100 150 200 250 300
Abundance #14528: Octane, 3-methyl-
57.0
5000
4.80 5.00 5.20 5.40 5.60
m/z 41.10 24.71%
‘ 98.0
OL\IE).\O“\ ‘\‘ ‘M\ ‘” T T h‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T
miz-> 50 100 150 200 250 300
Abundance #14561: Heptane, 2,5-dimethyl-
57.0
R e R AARARRREE
4.80 5.00 5.20 5.40 5.60
5000 m/z 56.10 21.06%
‘ ‘ 99.0
ob2sol by S
m/iz--> 50 100 150 200 250 300
Abundance #14538: Octane, 3-methyl- L R A RRANS mua s ua
57.0 4.80 5.00 5.20 5.40 5.60
m/z 71.10 7.48%
5000
‘ H ‘ 98.0
N SINANAA A
m/z--> 50 100 150 200 250 300 4.80 5.00 5.20 5.40 5.60
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\

Library Search Compound Report

Data File : BG@59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©91923.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 (DEL) Alkane: Cyclic5.350 Concentration Rank 63

R.T. EstConc Area Relative to ISTD R.T.
5.350 5.27 ng/ul 704928 1,4-Dichlorobenzene-d4 8.300
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 91
2 Cyclohexane, ethyl- 112 C8H16 001678-91-7 86
3 Cyclohexane, ethyl- 112 C8H16 001678-91-7 80
4 Cyclopentane, 1-ethyl-3-methyl-,... 112 C8H16 002613-65-2 72
5 3,4-Dimethyl-2-hexene 112 C8H16 002213-37-8 53
Abundance Scan 334 (5.350 min): BG059205.D\data.ms (-330) (-) m/z 55.10 100.00%
55.1
R E AR
‘ 112.2 5.00 5.20 5.40 5.60
ol | 1868 3210 4220 8172 ... 5316  91.95%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7532: Cyclohexane, ethyl-
83.0
5000
5.00 5.20 5.40 5.60
m/z 41.10 40.84%
O‘\zq\.\#\‘h\“\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7533: Cyclohexane, ethyl-
83.0

5.00 5.20 5.40 5.60
5000 m/z 82.10  38.44%

150

3

o_m|,1“lu"""""""H_ww_ww_m,w
mlz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7537: Cyclohexane, ethyl-
83.0 5.00 5.20 5.40 5.60
m/z 39.10 17.66%
- \Jvkjkj\ﬂ]d\m/hj\/mx
18,
=2 Y LA AL AV

m/z--> 0 50 100 150 200 250 300 350 400 450 500 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 9 (DEL) Alkane: Cyclic5.397 Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
5.397 14.34 ng/ul 19187460  1,4-Dichlorobenzene-d4 8.300

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethyl-1,4-dimethy... 140 C10H20 062238-32-8 64
2 Cyclooctane, (1-methylpropyl)- 168 C12H24 016538-89-9 64
3 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 59
4 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 59
5 Cyclooctane, tetradecyl- 308 C22H44 149003-36-1 59
Abundance Scan 342 (5.397 min): BG059205.D\data.ms (-337) (-) m/z 111.10 100.00%
1111
55.1
5000
H ’ ‘ ‘ 5.00 5.20 5.40 5.60 5.80
o k2077 A4 5300 n/z 69.10  87.04%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #20780: Cyclohexane, 1-ethyl-1,4-dimethyl-, trans-
69.0
5000
5.00 5.20 5.40 5.60 5.80
m/z 55.10 75.00%
0‘\\”\“‘”\ Wl\\"l\\ﬁ.\o‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #43578: Cyclooctane, (1-methylpropyl)-
69.0
S RAERREsssEEEES AR
5.00 5.20 5.40 5.60 5.80
5000 m/z 41.10 48.46%
N —
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13245: Cyclohexane, 1,3,5-trimethyl- R
69.0 5.00 5.20 5.40 5.60 5.80
m/z 56.10 41.63%
5000
126.0
o“l*,\,, M o e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 5.00 5.20 5.40 5.60 5.80

SFAM-EPA-BG091923.MA.M Wed Sep 27 17:25:01 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 1@ (DEL) Alkane: Straight-Chai... Concentration Rank 52
R.T. EstConc Area Relative to ISTD R.T.
5.538 8.25 ng/ul 1103520 1,4-Dichlorobenzene-d4 8.300

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 78
2 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 74
3 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 64
4 Pyrrolidine, 3-methyl- 85 C5H11N 034375-89-8 59
5 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 56
Abundance Scan 366 (5.538 min): BG059205.D\data.ms (-356) (-) m/z 43.10 100.00%
43.1
R RRRRm A ma oy
‘ lL 5.20 5.40 5.60 5.80
or kL9901 1631 3003 3504 451 ., 57.19  24.30%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #14554: Heptane, 2,3-dimethyl-
43.0
5000 LA L B R I B B
5.20 5.40 5.60 5.80
m/z 85.10 22.41%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #14553: Heptane, 2,3-dimethyl-
43.0
5.20 5.40 5.60 5.80
5000 m/z 41.10 21.95%
ol a0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #14555: Heptane, 2,4-dimethyl- e e
43.0 5.20 5.40 5.60 5.80
m/z 84.10 21.35%
) MM\JW
oL s
e B AAREmAEE SRR
m/z--> 50 100 150 200 250 300 350 400 450 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 11 1-Octanol, 2-butyl- Concentration Rank 75
R.T. EstConc Area Relative to ISTD R.T.
5.579 3.20 ng/ul 428038 1,4-Dichlorobenzene-d4 8.300

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 64
2 Decane 142 C10H22 000124-18-5 64
3 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 64
4 Hexane, 1-(hexyloxy)-5-methyl- 200 C13H280 074421-19-5 59
5 2-Methyl-1-hexanol 116 C7H160 1000427-67-0 53
Abundance Scan 373 (5.579 min): BG059205.D\data.ms (-370) (-) m/z 57.10 100.00%
57.1
- M
85.1 T T T T T e
‘ ‘ 5.20 5.40 5.60 5.80 6.00
Ol Al 1430 1896 2191 ., 4319 98.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #61055: 1-Octanol, 2-butyl-
57.0
5000 L L B I B B BN B
5.20 5.40 5.60 5.80 6.00
29.0 850 m/z 41.10 34.42%
111.0
0’1 111540
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22067: Decane
43.0
R A maria A
5.20 5.40 5.60 5.80 6.00
5000 m/z 56.10 29.55%
71.0
| Lo e
0\u\,\1uiMm‘u‘\\‘\u\‘\u\‘\\u‘HHWHWHWHW
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #61054: 1-Octanol, 2-butyl- AR
43.0 5.20 5.40 5.60 5.80 6.00
m/z 55.10 20.77%
5000 71.0
0 180‘ ‘\ | \\H 1110 140016\80
e "_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H  AREEmmas EEEE S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 5.20 5.40 5.60 5.80 6.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\

Data File : BGO
Acqg On : 26

Library Search Compound Report

59205.D
Sep 2023 21:08

Operator : MA/JU
Sample : 04450-14
Misc

ALS vial : 17

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©91923.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 12 (DEL) Alkane: Cyclic5.638 Concentration Rank 32

R.T. EstConc Area Relative to ISTD R.T.
5.638 14.17 ng/ul 1896150 1,4-Dichlorobenzene-d4 8.300
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 86
2 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 68
3 Cyclohexane, 1-ethyl-2,4-dimethyl- 140 C10H20 061142-69-6 64

4 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 58

5 2-Methyl-2-octene 126 CSH18 016993-86-5 43
Abundance Scan 383 (5.638 min): BG059205.D\data.ms (-377) (-) m/z 55.10 100.00%
553.1
AR REEEEEE RE R RN
‘ | ! \6.2 | 5.40 5.60 5.80 6.00
ol byl 2088 2031 546 ., 69.10 90.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13244: Cyclohexane, 1,1,2-trimethyl-
69.0
5000 LI B B LA L B
5.40 5.60 5.80 6.00
m/z 111.10 88.24%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13254: Cyclohexane, 1,2,4-trimethyl-
69.0

5.40 5.60 5.80 6.00
5000 m/z 43.10 66.73%

1|

5

o e

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #20758: Cyclohexane, 1-ethyl-2,4-dimethyl- R ARRARARENRLY
69.0 5.40 5.60 5.80 6.00
m/z 41.10 62.60%
) MMM

ob Ll f400

A e e e e e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 13 (DEL) Alkane: Straight-Chai... Concentration Rank 71
R.T. EstConc Area Relative to ISTD R.T.
5.732  4.68 ng/ul 546126 1,4-Dichlorobenzene-dd 8.300
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 4-propyl- 142 cle2 003178-29-8 72

2 Undecane, 6-methyl- 170 C12H26 017302-33-9 64
3 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 64
4 Heptane, 3-ethyl- 128 C9H20 015869-80-4 59
5 Heptane, 4-(1-methylethyl)- 142 C10H22 052896-87-4 59
Abundance Scan 399 (5.732 min): BG059205.D\data.ms (-393) (-) m/z 57.05 100.00%
57.0
R A RNARA AR
‘ b ‘ 5.40 5.60 5.80 6.00
ol bl ape2 8155 433 n/; 43.10  47.90%
miz--> 50 100 150 200 250 300 350 400
Abundance #22084: Heptane, 4-propyl-
57.0
5000 I N R RN R B
5.40 5.60 5.80 6.00
m/z 41.10 27.21%
0 l142.0’
m/z--> 50 100 150 200 250 300 350 400
Abundance #45497: Undecane, 6-methyl-
57.0
e
5.40 5.60 5.80 6.00
5000 m/z 55.10 14.93%
ol bibi oo
m/z--> 50 100 150 200 250 300 350 400
Abundance #22102: Octane, 2,3-dimethyl- e L A RRm
57.0 5.40 5.60 5.80 6.00
m/z 98.10 13.55%
5000
0 H L | \‘ . L 142.0 j\/\
-t e A
m/z--> 50 100 150 200 250 300 350 400 5.40 5.60 5.80 6.00

SFAM-EPA-BG091923.MA.M Wed Sep 27 17:25:08 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.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 8-Octadecenal Concentration Rank 73
R.T. EstConc Area Relative to ISTD R.T.
5.761 3.82 ng/ul 511144  1,4-Dichlorobenzene-d4 8.300

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 8-Octadecenal 266 C18H340 056554-94-0 64
2 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 53
3 4-Octadecenal 266 C18H340 056554-98-4 45
4 2,2-Dimethyleicosane 310 C22H46 1000360-43-4 42
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 42

Abundance Scan 404 (5.761 min): BG059205.D\data.ms (-402) (-) m/z 57.10 100.00%

57.1
- M
AT e
5.40 5.60 5.80 6.00
ol by 22 2459 3064 4531 .., 4110  35.69%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #155908: 8-Octadecenal
57.0
5000 L L N L B LA BN R B
5.40 5.60 5.80 6.00
11.0 m/z 56.10 35.17%
17 o s
O \“\‘H ‘ ’ T \“\‘\‘} ‘\“‘\"“\”}l“h\l\\\ \I"\ \MIW “\\ TTT ‘ TT 1T ‘ T 1T ‘ TT 1T ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #14559: Heptane, 2,5-dimethyl-
57.0
T
5.40 5.60 5.80 6.00
5000 m/z 43.10 33.04%
[, (1280
0 e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #155910: 4-Octadecenal e ARASRNRRESE LR
57.0 5.40 5.60 5.80 6.00
m/z 55.10 13.77%
5000
11.0
252.0
0 hl “H‘u”yw"uﬂw&?’?a‘",u P U - ChWAUSSU N i
m/z--> 0 50 100 150 200 250 300 350 400 450 5.40 5.60 5.80 6.00

SFAM-EPA-BG091923.MA.M Wed Sep 27 17:25:09 2023 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG@59205.D

Acqg On : 26 Sep 2023 21:08

Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©91923.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 15 (DEL) Alkane: Cyclic5.891 Concentration Rank 77

R.T. EstConc Area Relative to ISTD R.T.
5.891 2.74 ng/ul 367351 1,4-Dichlorobenzene-d4 8.300
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1-hexyl-3-methyl- 168 C12H24 061142-68-5 78
2 (2-Methylbutyl)cyclohexane 154 C11H22 054105-77-0 59
3 Cyclopentane, (2-methylpropyl)- 126 C9H18 003788-32-7 50
4 Cyclopentane, 1-ethyl-3-methyl- 112 C8H16 003726-47-4 47
5 cis-2-Nonene 126 C9H18 006434-77-1 43

Abundance Scan 426 (5.891 min): BG059205.D\data.ms (-417) (-)
55.1

m/z 55.10 100.00%

-

5000
AVAP N SVAR L
125.2 | 5.60 5.80 6.00 6.20
Of it LI 2160 3414 440 sz 83.10  53.54%
miz-> 0 50 100 150 200 250 300 350 400
Abundance #43580: Cyclopentane, 1-hexyl-3-methyl-
58.0
5000
5.60 5.80 6.00 6.20
m/z 69.10  52.84%
H “ H\ \L \\14?'0
O \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

miz—> 0 50 100 150 200 250 300 350 400

S

Abundance #31452: (2-Methylbutyl)cyclohexane
55.0
R RANALESAREEEEEL
5.60 5.80 6.00 6.20
m/z 41.10 51.13%
5000 125.0
0 |
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #13270: Cyclopentane, (2-methylpropyl)- R R RRERE
41.0 5.60 5.80 6.00 6.20
m/z 56.10 50.07%
5000
111.0
ot u‘u‘_““Wm‘HH_MWHWHWH B AVAVA S -
m/z--> 0 50 100 150 200 250 300 350 400 5.60 5.80 6.00 6.20

SFAM-EPA-BG091923.MA.M Wed Sep 27 17:25:10 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.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: Cyclic6.020 Concentration Rank 59
R.T. EstConc Area Relative to ISTD R.T.
6.020 5.98 ng/ul 800102 1,4-Dichlorobenzene-d4 8.300

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 90
2 3-Heptene, 2,6-dimethyl- 126 C9H18 002738-18-3 62
3 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 62
4 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 62
5 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 58
Abundance Scan 448 (6.020 min): BG059205.D\data.ms (-442) (-) m/z 55.10 100.00%
55.1
111.1
5000
\ \ ~ 5.60 5.80 6.00 6.20 6.40
ol AL 3890 528 s 6910 74.54%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13252: Cyclohexane, 1,1,2-trimethyl-
69.0
5000 | L AL B
5.60 5.80 6.00 6.20 6.40
“ ‘ 126.0 m/z 111.10  64.51%
0‘\\\\‘l\J‘\‘“\[‘{\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

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

Abundance #13222: 3-Heptene, 2,6-dimethyl- J\AM
55.0

5.60 5.80 6.00 6.20 6.40
5000 m/z 56.10 57.84%

126.0

L

.
LA L L L L L L L L B L L B BN B

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

o

=

111.0 5.60 5.80 6.00 6.20 6.40

55.0 m/z 41.10 55.45%

) WWMM
m/z--> 0 50 100 150 200 250 300 350 400 450 500 5.60 5.80 6.00 6.20 6.40
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG092623\

Data File : BG@59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©91923.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 17 (DEL) Alkane: Straight-Chai... Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
6.079 14.14 ng/ul 1893020 1,4-Dichlorobenzene-d4 8.300

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-3-Nonene 126 C9H18 020237-46-1 60
2 Cyclopentane, (2-methylpropyl)- 126 C9H18 003788-32-7 58
3 cis-2-Nonene 126 C9H18 006434-77-1 53
4 3-Nonene 126 C9H18 020063-77-8 49
5 2-Nonene, (E)- 126 C9H18 006434-78-2 47
Abundance Scan 458 (6.079 min): BG059205.D\data.ms (-453) (-) m/z 55.10 100.00%
55.1
- MM
125.1 I EEREsEasEema e
\ ‘ ‘ 5.80 6.00 6.20 6.40
oty | ‘“u“ bl 2248 3420 4275479 'n/z s56.16 57.19%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #13168: cis-3-Nonene
55.0
5000 L L R B L BN R
126.0 5.80 6.00 6.20 6.40
m/z 41.10 53.50%
O\H\ i“\‘“\”\d“\“‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #13270: Cyclopentane, (2-methylpropyl)-
41.0
R REERARE
5.80 6.00 6.20 6.40
5000 m/z 83.05 51.95%
‘ 111.0
O+t ‘J‘ clw““‘\u“u“HH,HH_H“HH‘HH,HH
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #13170: cis-2-Nonene R R SEES
55.0 5.80 6.00 6.20 6.40
m/z 69.10 49.967%
5000
\ 126.0
0 “H’,, R
m/z--> 50 100 150 200 250 300 350 400 450 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.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 Sulfurous acid, cyclohexylm... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
6.173 19.73 ng/ul 2640290 1,4-Dichlorobenzene-d4 8.300

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, cyclohexylmethyl... 346 C19H3803S 1000309-22-0 78
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 004923-78-8 58
5 Sulfurous acid, cyclohexylmethyl... 402 C23H4603S 1000309-22-4 56

Abundance Scan 474 (6.173 min): BG059205.D\data.ms (-468) (-) m/z 55.10 100.00%

55.1
97.1
5000
R EREE e
‘ 5.80 6.00 6.20 6.40
ol b Iy 1 aes7 84  97.10 73.09%
miz--> 50 100 150 200 250 300
Abundance #255490: Sulfurous acid, cyclohexylmethyl dodecy! ester
97.0
5000 N L L AL R
55.0 5.80 6.00 6.20 6.40
m/z 41.10  28.95%
0 \“\ ‘\H‘“‘\“‘i‘ \““\‘L‘ L — ‘1\6\9\0\ L L I B e
miz-> 50 100 150 200 250 300
Abundance #13284: Cyclohexane, 1-ethyl-2-methyl-, cis-
55.0 97.0
R ARNEamaRR RS
5.80 6.00 6.20 6.40
5000 m/z 69.10 19.79%
oH1“““““‘1u‘u‘_uhWm_m_m_m
m/iz--> 50 100 150 200 250 300
Abundance #13239: 1-Ethyl-4-methylcyclohexane o RARAmEEEE T
55.0 97.0 5.80 6.00 6.20 6.40
m/z 56.10 18.03%
m/z--> 50 100 150 200 250 300 5.80 6.00 6.20 6.40
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\

BGB59205.D

: 26 Sep 2023 21:08
: MA/JU
. 04450-14

: 17  Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.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 19 (DEL) Alkane: Cyclic6.243 Concentration Rank 46

R.T. EstConc Area Relative to ISTD R.T.
6.243 9.86 ng/ul 1320100 1,4-Dichlorobenzene-d4 8.300
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 78

2 1-Ethyl-4-methylcyclohexane 126 CSH18 003728-56-1 72
3 Cyclopentane, 1,1'-ethylidenebis- 166 C12H22 004413-21-2 72
4 Cyclohexane, 1-ethyl-1-methyl- 126 C9H18 004926-90-3 64

5 Sulfurous acid, butyl cyclohexyl... 234 C11H2203S 1000309-21-4 64

Abundance Scan 486 (6.243 min): BG059205.D\data.ms (-481) (-) m/z 55.10 100.00%

55.1
5000
L o B R B B
126.2 6.00 6.20 6.40 6.60
obe by bl 294 T3 sz 97.10 69.65%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #13276: 1-Ethyl-3-methylcyclohexane (c,t)
97.0
5000 LB L L I I BN B
6.00 6.20 6.40 6.60
41‘- l m/z 41.16  20.37%
O‘\\H\‘\“““\J‘w‘!"r’r‘\“\\‘\\H‘\\H‘HH‘HH’HH‘HH‘H\

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

-

Abundance #13239: 1-Ethyl-4-methylcyclohexane
97.0
R R RamaE s S
6.00 6.20 6.40 6.60
5000 ITI/Z 96.10 18.01%
41.
o“lm,‘,
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #41556: Cyclopentane, 1,1'-ethylidenebis-
97.0 6.00 6.20 6.40 6.60
m/z 39.10 10.11%
41.
5000
‘ ‘ 166.0
o‘m‘“““u"w‘u,mWm_mWH_M,HHWH_H EATA MM ALAVARN. At

m/z--> 0 50 100 150 200 250 300 350 400 450 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91923.MA.M

Quant Tit

TIC Libra

le

ry

: 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 20 (DEL) Alkane: Cyclic6.296 Concentration Rank 68
R.T. EstConc Area Relative to ISTD R.T.
6.296 4.33 ng/ul 579086 1,4-Dichlorobenzene-d4 8.300

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,2-dimethyl-1-pen... 140 C10H20 062238-04-4 74
2 Cyclopentane, (2-methylbutyl)- 140 C10H20 053366-38-4 72
3 3-Heptene, 2-methyl-, (E)- 112 C8H16 000692-96-6 47
4 Cyclohexane, 1-ethyl-2,4-dimethyl- 140 C10H20 061142-69-6 43
5 Cyanamide, dimethyl- 70 C3H6N2 001467-79-4 43
Abundance Scan 495 (6.296 min): BG059205.D\data.ms (-491) (-) m/z 69.10 100.00%
69.1
6,00 6.20 6.40 6.60
140.2 : . . .
- “‘l‘u‘ Lpete a1z0 4820 47 55.10  84.85%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #20762: Cyclopropane, 1,2-dimethyl-1-pentyl-
69.0
5000 L L L I LA A BN
6.00 6.20 6.40 6.60
m/z 56.10 56.97%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #20729: Cyclopentane, (2-methylbutyl)-
69.0
S ARNREESEE RO
6.00 6.20 6.40 6.60
5000 m/z 41.10 49.64%
R
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #7616: 3-Heptene, 2-methyl-, (E)- ST
69.0 6.00 6.20 6.40 6.60
m/z 70.10  43.29%
5000
15'% |1 ’
O EAREamaREEE SR
m/z--> 0 50 100 150 200 250 300 350 400 450 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.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 21 Heptyl tetradecyl ether Concentration Rank 69
R.T. EstConc Area Relative to ISTD R.T.
6.366 4.19 ng/ul 561369 1,4-Dichlorobenzene-d4 8.300

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptyl tetradecyl ether 312 C21H440 1000406-39-3 64
2 Dodecyl heptyl ether 284 C19H400 1010406-39-2 64
3 Octane, 4-ethyl- 142 C1eH22 015869-86-0 43
4 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 43
5 Heptyl octadecyl ether 368 C25H520 1000406-39-5 40

Abundance Scan 507 (6.366 min): BG059205.D\data.ms (-503) (-) m/z 57.10 100.00%

57.1
T
‘ ’ 113.2 6.00 6.20 6.40 6.60
obdblre s 21872666 460 nyz 43.10 73.06%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #215091: Heptyl tetradecyl ether
57.0
5000
6.00 6.20 6.40 6.60
m/z 41.10 25.31%
O\\I‘\l\‘“\“w‘“‘l%"\%\.‘(\)\’\\]\_9\6’.\()\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #179256: Dodecyl heptyl ether
57.0
o aae e RERAaEREES
6.00 6.20 6.40 6.60
5000 m/z 56.10 18.33%
| e
168.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #22072: Octane, 4-ethyl- R RRRRSRRE A
57.0 6.00 6.20 6.40 6.60
m/z 71.10 18.11%
5000
L2
ok A
m/z--> 50 100 150 200 250 300 350 400 450 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 22 (DEL) Alkane: Straight-Chai... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
6.466 14.63 ng/ul 1958320 1,4-Dichlorobenzene-d4 8.300

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2,3,3-tetramethyl- 142 C10H22 013475-81-5 59
2 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 59
3 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 59
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 53
5 Oxalic acid, isobutyl hexyl ester 230 C12H2204 1000309-37-1 53
Abundance Scan 524 (6.466 min): BG059205.D\data.ms (-517) (-) m/z 43.10 100.00%
43.1
5000
85.1
125.1
‘ 6.20 6.40 6.60 6.80
ol bl L 370z s57.10  93.59%
miz--> 50 100 150 200 250 300 350
Abundance #22134: Hexane, 2,2,3,3-tetramethyl-
57.0
5000 UL L L LI L L BN
6.20 6.40 6.60 6.80
m/z 41.10 46.62%
I
0\\““\‘\\“\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #8644: Hexane, 2,4-dimethyl-
43.0
R RAmmEE SR
6.20 6.40 6.60 6.80
5000 m/z 85.10 33.04%
85.0
0 ““"wl“‘u_m_MWH_W,HH,W
m/z--> 50 100 150 200 250 300 350
Abundance #61055: 1-Octanol, 2-butyl- R AR
57.0 6.20 6.40 6.60 6.80
m/z 55.05 29.99%
- M
7.0
0 “w“w W; AL . — LA s
m/z--> 50 100 150 200 250 300 350 6.20 6.40 6.60 6.80
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Library Search Compound Report

\Data\BG092623\

Data Path : Z:\svoasrv\HPCHEM1\BNA_G
Data File : BG@59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©91923.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 23 Sulfurous acid, di(cyclohex... Concentrat

R.T. EstConc Area Relative to ISTD
6.562 13.57 ng/ul 1815766 1,4-Dichlorobenzene-d4  8.360
Hit# of 5 Tentative ID MW MolForm

ion Rank 35
R.T.
8.300

CASH# Qual

1 Sulfurous acid, di(cyclohexylmet...
2 Sulfurous acid, cyclohexylmethyl..

3 Cyclohexane, 1l-ethyl-4-methyl-,

4 Sulfurous acid, cyclohexylmethyl...
5 Sulfurous acid, cyclohexylmethyl...

274 C14H2603S
. 360 C20H4003S
. 126 C9H18

304 C16H3203S
430 C25H5003S

1010309-22-7 78
1000309-22-1 72
006236-88-0 64
1000309-21-8 64
1000309-22-6 45

Abundance Scan 530 (6.502 min): BG059205.D\data.ms (-526) (-) m/z 55.10 100.00%
551 971
5000
R R RN
‘ ‘ 6.20 6.40 6.60 6.80
ol sy by 1 163019512288 316  n/; 97.16  93.34%
miz--> 50 100 150 200 250 300
Abundance  #165699: Sulfurous acid, di(cyclohexylmethyl) ester
97.0
5000 U L AL L R
55.0 6.20 6.40 6.60 6.80
m/z 41.10 15.03%
O\\‘\“\‘\\“\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300
Abundance #269794: Sulfurous acid, cyclohexylmethyl tridecyl ester
97.0
T
6.20 6.40 6.60 6.80
5000 m/z 56.10 14.13%
55.0
Oiihd L amo 830
miz--> 50 100 150 200 250 300
Abundance #13289: Cyclohexane, 1-ethyl-4-methyl-, trans- R RAREEEES ISR
55.0 97.0 6.20 6.40 6.60 6.80
m/z 96.10 8.92%
5000
0 T — SARVASALAN AV
m/z--> 50 100 150 200 250 300 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.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 25
R.T. EstConc Area Relative to ISTD R.T.
6.59 16.60 ng/ul 2221886  1,4-Dichlorobenzene-dd  8.300
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4-methyl- 142 cle2 617301-94-9 70

2 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 59
3 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 58
4 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1010309-37-4 53
5 Heptane, 2,3,6-trimethyl- 142 C10H22 004032-93-3 50
Abundance Scan 545 (6.590 min): BG059205.D\data.ms (-541) (-) m/z 57.10 100.00%
57.1
5000
‘ H 1423 6.20 6.40 6.60 6.80 7.00
ob—Ahial 1829 2072 28233301 4280 /7 43.10  72.75%
miz--> 50 100 150 200 250 300 350 400
Abundance #22083: Nonane, 4-methyl-
57.0
5000 [rirr [T rprrrrprrroprt
6.20 6.40 6.60 6.80 7.00
m/z 41.10 32.25%
O I>‘1‘142.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #59087: Decane, 2,6,8-trimethyl-
57.0
R R ARRRETE
6.20 6.40 6.60 6.80 7.00
5000 ITI/Z 71.10 25.36%
L1130 1sao
ce SR
m/z--> 50 100 150 200 250 300 350 400
Abundance #22127: Heptane, 3-ethyl-2-methyl-
57.0 6.20 6.40 6.60 6.80 7.00
m/z 70.10 23.62%
5000
m/z--> 50 100 150 200 250 300 350 400 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\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 25 (DEL) Alkane: Straight-Chai... Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
6.678 10.93 ng/ul 1462590 1,4-Dichlorobenzene-d4 8.300

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,5-dimethyl- 142 C10H22 015869-89-3 78
2 Nonane, 2-methyl- 142 C1eH22 000871-83-0 64
3 Nonane, 4-methyl- 142 C10H22 017301-94-9 64
4 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 64
5 Octane, 4-ethyl- 142 C1eH22 015869-86-0 64
Abundance Scan 560 (6.678 min): BG059205.D\data.ms (-554) (-) m/z 57.10 100.00%
57.1
5000 n
13.2 6.40 6.60 6.80 7.00
b AdLM32 a720 3532 45T L. 4310 78.21%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #22090: Octane, 2,5-dimethyl-
57.0
5000 L L L L B AL BN
6.40 6.60 6.80 7.00
m/z 41.10  35.40%
O’\\H\ “\‘\‘\J\“‘\\J-ﬁf‘z‘.\o\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #22078: Nonane, 2-methyl-
43.0
AR ERRRRTE
6.40 6.60 6.80 7.00
5000 m/z 71.10 29.23%
s
L —
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #22083: Nonane, 4-methyl-
57.0 6.40 6.60 6.80 7.00
m/z 56.10 14.08%
h kAAJ\/A\Avm/\J\JL/qﬁ
Okl b | 1020
m/z--> 0 50 100 150 200 250 300 350 400 450 6.40 6.60 6.80 7.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG092623\

Data File : BG@59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©91923.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 26 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.754 76.52 ng/ul 10241300 1,4-Dichlorobenzene-d4 8.300

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3-methyl- 142 C1eH22 005911-04-6 50
2 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 50
3 Nonane, 3-methyl- 142 C1leH22 005911-04-6 50
4 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 49
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 47
Abundance Scan 573 (6.754 min): BG059205.D\data.ms (-564) (-) m/z 57.10 100.00%
57.1
5000 n
‘ \ “ 1242 ‘ 6.40 6.60 6.80 7.00
ob ki fed2 2679 4233 5430 n/z 43.10  55.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #22077: Nonane, 3-methyl-
57.0
5000 L LA BRI B I BN B
6.40 6.60 6.80 7.00
m/z 41.10 44.40%
0“‘1![‘\1‘1-“.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #22091: Octane, 2,6-dimethyl-
57.0
R S A RRAAS
6.40 6.60 6.80 7.00
5000 m/z 71.10 39.79%
OW.«HP-O
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #22081: Nonane, 3-methyl-
57.0 6.40 6.60 6.80 7.00
m/z 56.10 33.32%
5000
0 “ | 'l |1420
R e AR R AARRasaEEE e e RARRamaE
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\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.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 Hexadecyl octyl ether Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
6.813 10.15 ng/ul 1358730 1,4-Dichlorobenzene-d4 8.300

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecyl octyl ether 354 C24H500 1000406-38-6 78
2 Decyl octyl ether 270 C18H380 1000406-38-3 72
3 Octane, 2,3,7-trimethyl- 156 C11H24 062016-34-6 53
4 Hexane, 2,4,4-trimethyl- 128 C9H20 016747-30-1 53
5 Hexane, 2,4,4-trimethyl- 128 C9H20 016747-30-1 53

Abundance Scan 583 (6.813 min): BG059205.D\data.ms (-579) (-) m/z 57.10 100.00%

57.1
5000 n
| 1013'2 | 6.406.60 6.80 7.00 7.20
ob b b1 1837 8142 4%40 i n/z 43.10  93.41%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #264243: Hexadecyl octyl ether
57.0
5000 L B AL B W
6.40 6.60 6.80 7.00 7.20
m/z 71.1@ 77.25%
‘ WLO
0 \“\ l\“ \“r‘\‘\““ im\hm:‘l-\awg.\ow‘zwzwsw.p‘ L L B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #161354: Decyl octyl ether
57.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 55.10 60.27%
“112.0
0 Jkd‘MJ‘Hﬂ“v_““““_““‘“‘_““““‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #33100: Octane, 2,3,7-trimethyl- e
57.0 6.40 6.60 6.80 7.00 7.20
m/z 41.10 49.97%
5000
113.0
0 ‘M““H‘W“m_m_m_m_m_m_m_ SEARL L A
m/z--> 50 100 150 200 250 300 350 400 450 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 28 (DEL) Alkane: Cyclic6.866 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.866 76.69 ng/ul 10263700 1,4-Dichlorobenzene-d4 8.300

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,1,2,3-tetramethyl- 98 C7H14 074752-93-5 49
2 Propanoic acid, 2,2-dimethyl-, c... 184 C11H2002 029878-49-7 43
3 Ethanone, 1-cyclohexyl- 126 C8H140 000823-76-7 38
4 Cyclohexane, methyl- 98 C7H14 000108-87-2 38
5 Cyclopropane, 1,1,2,3-tetramethyl- 98 C7H14 074752-93-5 38
Abundance Scan 592 (6.866 min): BG059205.D\data.ms (-586) (-) m/z 57.10 100.00%
57.1
5000 n
98.1
‘ H ‘ ‘ ‘ 6.60 6.80 7.00 7.20
ol LAk 1421 1902 2823 851 .., 55.1p  68.24%
miz--> 50 100 150 200 250 300 350
Abundance #3826: Cyclopropane, 1,1,2,3-tetramethyl-
55.0
5000 L B L B L LN LR
6.60 6.80 7.00 7.20
98.0 a
m/z 41.10 54.647%
miz--> 50 100 150 200 250 300 350
Abundance #58701: Propanoic acid, 2,2-dimethyl-, cyclohexyl ester
57.0
R RRRESmEEE L
6.60 6.80 7.00 7.20
5000 m/z 43.10 51.01%
103.0
ok ‘H‘ , i ,“ L —
m/z--> 50 100 150 200 250 300 350
Abundance #13013: Ethanone, 1-cyclohexyl- T T T
55.0 6.60 6.80 7.00 7.20
m/z 83.10 44.32%
5000
126.0
m/z--> 50 100 150 200 250 300 350 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©91923.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 29 (DEL) Alkane: Cyclic6.972 Concentration Rank 41

R.T. EstConc Area Relative to ISTD R.T.
6.972 11.07 ng/ul 1481430 1,4-Dichlorobenzene-d4 8.300
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, (2-methylbutyl)- 140 C1eH20 053366-38-4 80
2 trans-4-Decene 140 C10H20 019398-89-1 52
3 Cyclopropane, 1,2-dimethyl-3-pen... 140 C10H20 062238-05-5 49
4 1-Octanol, 3,7-dimethyl- 158 C10H220 000106-21-8 47
5 1-Octene, 2,6-dimethyl- 140 C10H20 006874-29-9 47
Abundance Scan 610 (6.972 min): BG059205.D\data.ms (-607) (-) m/z 55.10 100.00%
55.1
5000 111.1 W
831 D T T
“ LJ SEREE 6.60 6.80 7.00 7.20
Ol el il gl b b 1824 221824BE 0 69 10 73.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #20729: Cyclopentane, (2-methylbutyl)-
69.0
41.0
5000 1110 L LA B B BN B
6.60 6.80 7.00 7.20
m/z 56.10 60.43%
O \‘\h\\‘i“i\\” ‘\m\\“l\\\‘\\w\‘\\].\4\?\\0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #20659: trans-4-Decene
55.0
I SRR
6.60 6.80 7.00 7.20
5000 m/z 41.10 47 .78%
29.0
83.0
0 o 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #20761: Cyclopropane, 1,2-dimethyl-3-pentyl- T
56.0 6.60 6.80 7.00 7.20
m/z 111.10 43.25%
5000
29.0
‘ ‘ ‘ 111.0 140.0
o‘_\wmh‘HJHH_H‘_m,ww_m,w_ww VSTV
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©91923.MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

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

Peak Number 30 unknown-01 Concentration Rank 38

R.T. EstConc Area Relative to ISTD R.T.
7.048 11.96 ng/ul 1600480 1,4-Dichlorobenzene-d4 8.300
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 (1,2,4-Trimethylcyclohexyl)metha... 198 C12H2202 1010499-04-6 38
2 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C1@H18 004755-33-3 38
3 1-Trifluoroacetoxy-10-undecene 266 C13H21F302 001675-20-3 35
4 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-31-8 35
5 1,5-Octadiene, 7-methyl-3-(1-met... 166 C12H22 074630-12-9 27

Abundance Scan 623 (7.048 min): BG059205.D\data.ms (-616) (-) m/z 55.10 100.00%
55.1

-

5000 125.1
e RARRRSRREOTEEE
’ ‘ | 6.80 7.00 7.20 7.40
ol 2089 4855 m/z 69.16  65.64%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #73725: (1,2,4-Trimethylcyclohexyl)methanol, acetate (is
69.0
125.0
5000 L L L I LB L
6.80 7.00 7.20 7.40
m/z 41.10 63.15%
O]‘-\S\.?‘f‘[‘\‘”\”\““\\\(l\}\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #19562: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-, [1S-(1.alf
55.0
AR LRREREELEIC AR
6.80 7.00 7.20 7.40
5000 m/z 125.10 48.80%
123.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #155056: 1-Trifluoroacetoxy-10-undecene R ARRBREEEE R
55.0 6.80 7.00 7.20 7.40
m/z 57.10 38.03%
5000
\ 00 “W\ 5\/ A
0 “'\!‘Hﬂ-'\m\‘\\\\‘\\\\‘\\\\‘mwmwmwmwu

I
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\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 31 (DEL) Alkane: Straight-Chai... Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.
7.077 9.83 ng/ul 1316050 1,4-Dichlorobenzene-d4 8.300

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 72
2 Decane, 5-methyl- 156 C11H24 013151-35-4 72
3 Nonane 128 C9H20 000111-84-2 56
4 Pentane, 3-ethyl-2,3-dimethyl- 128 C9H20 016747-33-4 53
5 Octane, 4-ethyl- 142 C1eH22 015869-86-0 47
Abundance Scan 628 (7.077 min): BG059205.D\data.ms (-625) (-) m/z 57.10 100.00%
57.1
5000 n
‘ “ 1122 _ 6.80 7.00 7.20 7.40

obrd b p 1657 2295 2916 877 n/z 43.16  95.03%

miz--> 50 100 150 200 250 300 350

Abundance #14522: Nonane

43.0
5000 LB L B L B LA B
6.80 7.00 7.20 7.40
85.0 m/z 85.10  24.04%
128.0
O’
miz--> 50 100 150 200 250 300 350
Abundance #33091: Decane, 5-methyl-
57.0
ARRaRaREEE S SR
6.80 7.00 7.20 7.40
5000 m/z 41.10 23.60%
8.0
Ll se0
oL Lt
m/z--> 50 100 150 200 250 300 350
Abundance #14520: Nonane A Rmaa e AR
43.0 6.80 7.00 7.20 7.40
m/z 71.10 23.21%
5000
85.0
m/z--> 50 100 150 200 250 300 350 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 32 (DEL) Alkane: Straight-Chai... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
7.101 13.77 ng/ul 1843320 1,4-Dichlorobenzene-d4 8.300

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 4-propyl- 142 C1eH22 003178-29-8 50
2 Heptane, 4-(1-methylethyl)- 142 C10H22 052896-87-4 45
3 Undecane, 6-methyl- 170 C12H26 017302-33-9 45
4 Octane, 3-methyl- 128 C9H20 002216-33-3 45
5 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 42
Abundance Scan 632 (7.101 min): BG059205.D\data.ms (-630) (-) m/z 57.10 100.00%
57.1
5000 n
L) 6.80 7.00 7.20 7.40
ol 441002 1665 3453 408 /7 43.10  34.56%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #22086: Heptane, 4-propyl-
57.0
5000 I R R R
6.80 7.00 7.20 7.40
m/z 41.10 29.50%
O\\\L“‘\w\\“\\1\4\2‘.0\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\
miz--> 0 50 100 150 200 250 300 350 400
Abundance #22132: Heptane, 4-(1-methylethyl)-
57.0
AR A
6.80 7.00 7.20 7.40
5000 m/z 56.10 23.59%
AV U R
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #45491: Undecane, 6-methyl- A RARmmaESEEE SR
57.0 6.80 7.00 7.20 7.40
m/z 98.10 20.57%
5000
o‘LlZ-"”O-O,, YR AVII SN
m/z--> 0 50 100 150 200 250 300 350 400 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 33 (DEL) Alkane: Straight-Chai... Concentration Rank 62
R.T. EstConc Area Relative to ISTD R.T.
7.160 5.36 ng/ul 717129 1,4-Dichlorobenzene-d4 8.300

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-ethyl-2,4-dimethyl- 128 C9H20 001068-87-7 78
2 Heptane, 3-methyl- 114 C8H18 000589-81-1 78
3 Nonane, 5-methyl- 142 C1OH22 015869-85-9 74
4 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 64
5 Nonane, 5-methyl- 142 C1eH22 015869-85-9 64
Abundance Scan 642 (7.160 min): BG059205.D\data.ms (-638) (-) m/z 43.10 100.00%
43.1
5000 85.1 M
e EERRREENEY
‘ ‘ 6.80 7.00 7.20 7.40
ol by 1 12511696 349 n/z 85.10  43.47%
m/z--> 50 100 150 200 250 300 350
Abundance #14602: Pentane, 3-ethyl-2,4-dimethyl-
43.0
5000 850 L L LI B B B B
6.80 7.00 7.20 7.40
m/z 57.10 33.99%
miz--> 50 100 150 200 250 300 350
Abundance #8629: Heptane, 3-methyl-
43.0
850 6.80 7.00 7.20 7.40
5000 m/z 41.10 26.48%
¥ O
m/z--> 50 100 150 200 250 300 350
Abundance #22079: Nonane, 5-methyl- e
43.0 6.80 7.00 7.20 7.40
m/z 84.10 24.46%
85.0
5000
4 1420
o e
m/z--> 50 100 150 200 250 300 350 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©91923.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 34 (DEL) Alkane: Straight-Chai... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
7.195 21.15 ng/ul 2830950 1,4-Dichlorobenzene-d4 8.300

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4-methyl- 142 C1eH22 017301-94-9 78
2 Heptane, 3-ethyl- 128 C9H20 015869-80-4 64
3 Nonane, 4-methyl- 142 C1eH22 017301-94-9 58
4 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 53
5 Octane, 2,5-dimethyl- 142 C10H22 015869-89-3 50
Abundance Scan 648 (7.195 min): BG059205.D\data.ms (-644) (-) m/z 57.10 100.00%
57.1
5000 {\
‘ “ 1251 6.80 7.00 7.20 7.40 7.60
ob A%z 43,10 63.67%
m/z--> 50 100 150 200 250 300 350 400
Abundance #22083: Nonane, 4-methyl-
57.0
5000 U L B R
6.80 7.00 7.20 7.40 7.60
‘ m/z 41.10 28.97%
O[!1!142.0’
m/z--> 50 100 150 200 250 300 350 400
Abundance #14527: Heptane, 3-ethyl-
57.0
R RA EREEE
6.80 7.00 7.20 7.40 7.60
5000 m/z 71.10 25.54%
ol im0
m/z--> 50 100 150 200 250 300 350 400
Abundance #22082: Nonane, 4-methyl-
57.0 6.80 7.00 7.20 7.40 7.60
m/z 70.10  22.48%
5000
]| 220
0 “““‘u\uhm“_m‘HH,HH_MWHWH A
m/z--> 50 100 150 200 250 300 350 400 6.80 7.00 7.20 7.40 7.60

SFAM-EPA-BG091923.MA.M Wed Sep 27 17:25:35 2023 Page: 38



Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\

Library Search Compound Report

Data File : BG@59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©91923.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 35 unknown-02 Concentration Rank 43

R.T. EstConc Area Relative to ISTD R.T.
7.242 10.78 ng/ul 1443176 1,4-Dichlorobenzene-d4 8.300
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Pentadiene, 3-methyl-, (E)- 82 C6H1e 002787-43-1 49
2 Cyclopropene, 1-butyl-2-ethyl- 124 C9H16 050915-91-8 49
3 1,3-Pentadiene, 3-methyl-, (Z)- 82 C6H10 002787-45-3 49
4 4-Methyl-1,3-pentadiene 82 C6H1e0 000926-56-7 49
5 2,4-Hexadiene, (E,E)- 82 C6H10 005194-51-4 46
Abundance Scan 656 (7.242 min): BG059205.D\data.ms (-652) (-) m/z 67.10 100.00%
67.1
- w
O Rt SRR
‘ | }H | 7.00 7.20 7.40 7.60
ol AL L 2087 2810 45405120 4/z 82.10  59.09%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #1434: 1,3-Pentadiene, 3-methyl-, (E)-
67.0
5000
7.00 7.20 7.40 7.60
m/z 81.10 57.44%
m/z--> 100 150 200 250 300 350 400 450 500
Abundance #12212: Cyclopropene, 1-butyl-2-ethyl-
67.0
R R e R
7.00 7.20 7.40 7.60
5000 m/z 55.10 43.44%
0,‘NM{%24.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #1435: 1,3-Pentadiene, 3-methyl-, (2)- R ammEa R
67.0 7.00 7.20 7.40 7.60
m/z 41.10 41.94%
- Mﬂ
o”“‘“'\ e N S
m/z--> 50 100 150 200 250 300 350 400 450 500 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 36 (DEL) Alkane: Straight-Chai... Concentration Rank 64
R.T. EstConc Area Relative to ISTD R.T.
7.301 5.08 ng/ul 679503 1,4-Dichlorobenzene-d4 8.300

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3-ethyl- 142 C1eH22 005881-17-4 91
2 Heptane, 3-ethyl-5-methyl- 142 C10H22 052896-90-9 80
3 Nonane, 2,3-dimethyl- 156 C11H24 002884-06-2 72
4 Oxalic acid, bis(2-ethylhexyl) e... 314 C18H3404 1000309-39-0 72
5 Heptane, 2,5,5-trimethyl- 142 C10H22 001189-99-7 64

Abundance Scan 666 (7.301 min): BG059205.D\data.ms (-662) (-) m/z 57.10 100.00%

57.1
- ’j\ﬁyjﬂwﬂAAf\xJ\Jﬂﬁﬂ
1121 R e RN
‘ ‘81.1 ‘ 7.00 7.20 7.40 7.60
Ol i L 18811628 2210 sz 43,10 92.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22070: Octane, 3-ethyl-
43.0
71.0
5000 UL L RN B R R
7.00 7.20 7.40 7.60
m/z 71.10 69.26%
112.0
O\‘\‘\\\"‘{\\‘h“\\“}\‘”\\\\’\\\\‘\\;ﬁ%.\q\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22128: Heptane, 3-ethyl-5-methyl-
57.0
GO T
7.00 7.20 7.40 7.60
5000 m/z 41.10 41.18%
29.0
113.0
ol L A A320 L w0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33095: Nonane, 2,3-dimethyl- A ARNm A R
57.0 7.00 7.20 7.40 7.60
m/z 55.10 18.02%
5000
29.0 112.0
83.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 37 (DEL) Alkane: Cyclic7.553 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
7.553  27.57 ng/ul 3690300 1,4-Dichlorobenzene-d4 8.300

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-methyl-3-propyl- 140 C10H20 004291-80-9 50
2 trans-1,2-Diethyl cyclopentane 126 CSH18 000932-40-1 50
3 Cycloheptanemethanol 128 C8H160 004448-75-3 47
4 Cyclopentane, 1-hydroxymethyl-1,... 128 C8H160 1000156-73-8 43
5 Cyclohexane, 1-methyl-3-(1-methy... 140 C10H20 016580-24-8 43

Abundance Scan 709 (7.553 min): BG059205.D\data.ms (-699) (-) m/z 55.10 100.00%

55.1
720740760 7.80
140.2 : : : :
0 WHW“ ‘c‘m“‘mlu‘u‘wwmw““1‘9?‘-‘2‘”‘_HW?F?-? m/z 97.10 41.60%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #20739: Cyclohexane, 1-methyl-3-propyl-
g
550 97.0
5000 T T T T [T T T[T T [ TTTT T
7.20 7.40 7.60 7.80
m/z 41.10 37.66%
27‘.0“‘ ‘ ‘ | ‘ 140.0
O \H‘\‘\\\“\HH\“\‘“H‘h\\H“HH‘\H\‘\\H‘HH‘HH‘\\H‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #13265: trans-1,2-Diethyl cyclopentane
55.0 97.0
T
7.20 7.40 7.60 7.80
5000 m/z 69.10 30.51%
27.0 h | 0
0 m‘“MHM“MHW_m_m_m_m_ww_ww_m
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #14334: Cycloheptanemethanol T
55.0 7.20 7.40 7.60 7.80
m/z 57.10 27.11%
97.0
5000
o it k1290
m/z--> 20 40 60 80 100120140160 180200220 240260 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.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 38 (DEL) Alkane: Cyclic7.677 Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
7.677 16.16 ng/ul 2155060  1,4-Dichlorobenzene-d4 8.300
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 62

2 2-Decene, (Z)- 140 C1oH20 020348-51-0 53
3 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 53
4 1-Decene 140 C1eH20 000872-05-9 52
5 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 46

Abundance Scan 730 (7.677 min): BG059205.D\data.ms (-725) (-) m/z 55.10 100.00%
55.1
97.1 SN
7.40 7.60 7.80 8.00
140.2
(- ‘;H ““ ML L “M 270 2688 308 ./, s6.10  56.72%
miz--> 50 100 150 200 250 300
Abundance #7660: Cyclopentane, 1,1,3-trimethyl-
55.0
5000 970 LU B L B B B R
7.40 7.60 7.80 8.00
m/z 41.10 39.97%
0 T \H‘\ ‘\h i“‘ ‘\ “‘! H\“ T “ \‘ L T ‘ L L ‘ L ‘ L L ‘ T
miz--> 50 100 150 200 250 300
Abundance #20653: 2-Decene, (2)-
55.0
GO
7.40 7.60 7.80 8.00
5000 ITI/Z 69.10 35.15%
97.0 140.0
014'9“ !“ “‘Hmhﬂ w“w‘u S —
miz-> 50 100 150 200 250 300
Abundance #7655: Cyclopentane, 1,1,3-trimethyl- e ARAREEmEREEE
55.0 7.40 7.60 7.80 8.00
m/z 83.10 31.10%
97.0
5000
=i
ol 1““‘“‘“‘ et ALY S
m/z--> 50 100 150 200 250 300 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 39 (DEL) Alkane: Cyclic7.724 Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
7.724 22.62 ng/ul 3027156  1,4-Dichlorobenzene-dd  8.300
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-methyl-3-propyl- 148 CleWze 064291-80-9 93
2 m-Menthane, (1S,3S)-(+)- 140 C10H20 013837-67-7 72

3 Cyclohexane, 1-methyl-4-(1-methy... 140 C10OH20
4 Cyclohexane, 1-isopropyl-1-methyl- 140 C10H20

001678-82-6 72
016580-26-0 64

5 Cycloheptanemethanol 128 C8H160 004448-75-3 64
Abundance Scan 738 (7.724 min): BG059205.D\data.ms (-734) (-) m/z 55.10 100.00%
55.1
‘ 7.407.60 7.80 8.00
140.2 ‘ : : : :
0 m‘w‘,“ﬂ“ “‘H‘, kA8 8805 42L nyz 97.10  79.72%
m/z--> 50 100 150 200 250 300 350 400
Abundance #20739: Cyclohexane, 1-methyl-3-propyl-
55.0
5000 L L B I I B
7.40 7.60 7.80 8.00
m/z 41.10 26.69%
‘ ‘ ‘ 140.0
O \\H\‘\“"\N\h‘\"\\\1’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #20708: m-Menthane, (1S,3S)-(+)-
55.0
R BEama s
7.40 7.60 7.80 8.00
5000 m/z 69.10 18.43%
‘ ‘ 140.0
e
m/z--> 50 100 150 200 250 300 350 400
Abundance #20787: Cyclohexane, 1-methyl-4-(1-methylethyl)-, trans- AR R
55.0 7.40 7.60 7.80 8.00
m/z 83.10 16.70%
5000
‘ ‘ ‘ 140.0
R — LAVAE A
m/z--> 50 100 150 200 250 300 350 400 7.40 7.60 7.80 8.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\

Library Search Compound Report

Data File : BG@59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©91923.MA.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 40 unknown-03 Concentration Rank 54

R.T. EstConc Area Relative to ISTD R.T.
7.765 7.03 ng/ul 941102 1,4-Dichlorobenzene-d4 8.300
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanamine, N-butylidene- 99 C6H13N 001611-12-7 38
2 3-Undecene, 8-methyl- 168 C12H24 1000061-84-4 27
3 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 22
4 Ethane, isocyanato- 71 C3H5NO 000109-90-0 22
5 Hexadecyl pentyl ether 312 C21H440 1000406-41-8 22
Abundance Scan 745 (7.765 min): BG059205.D\data.ms (-742) (-) m/z 55.10 100.00%
55.1
5000
1111
AR R
‘ ' ‘ 7.40 7.60 7.80 8.00
ot by 8381 528 n/z 43.10  84.07%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #3989: Ethanamine, N-butylidene-
56.0
5000 L IR B B I BN B
7.40 7.60 7.80 8.00
} ’ m/z 57.10 82.92%
O\\\!’u\‘\‘\\u‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #43508: 3-Undecene, 8-methyl-
55.0
A e ARAR
7.40 7.60 7.80 8.00
5000 m/z 83.10 71.12%
e
L
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #45501: Decane, 3,7-dimethyl- A A Eamaa R
43.0 7.40 7.60 7.80 8.00
m/z 41.10 64.44%
5000
M 127.0
ou“‘,uuuu"_umwH‘H‘Wm_m_m_m_uwm . b
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\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91923.MA.M

Quant Tit

TIC Libra

le

ry

: 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 41 (DEL) Alkane: Cyclic7.923 Concentration Rank 65
R.T. EstConc Area Relative to ISTD R.T.
7.923 4.81 ng/ul 643108 1,4-Dichlorobenzene-d4 8.300

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethyl-2,4-dimethyl- 140 C10H20 061142-69-6 72
2 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 72
3 Cyclohexane, 1-ethyl-1,3-dimethy... 140 C10H20 062238-29-3 64
4 1,1,4-Trimethylcyclohexane 126 C9H18 007094-27-1 64
5 Cyclohexane, 2-ethyl-1,3-dimethyl- 140 C10H20 007045-67-2 64
Abundance Scan 772 (7.923 min): BG059205.D\data.ms (-767) (-) m/z 69.10 100.00%
69.1
5000 J\MMNV
e EARmEREE R
” “ | 140.2 7.60 7.80 8.00 8.20
ol byt d | 2081 3137 3796  n/z 111.16  69.99%
miz--> 50 100 150 200 250 300 350 400
Abundance #20758: Cyclohexane, 1-ethyl-2,4-dimethyl-
69.0
5000 L L LR B B
7.60 7.80 8.00 8.20
m/z 41.10 45.78%
0 \\M\‘\““h\‘ \J‘\”‘U\l\‘lf).‘()\\H‘HH‘\\H‘HH‘HH‘\H
m/z--> 50 100 150 200 250 300 350 400
Abundance #13297: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.
69.0
N EARammasE TR
7.60 7.80 8.00 8.20
5000 m/z 55.10 38.69%
26.0
ol
m/z--> 50 100 150 200 250 300 350 400
Abundance  #20779: Cyclohexane, 1-ethyl-1,3-dimethyl-, trans- T EEamma T
69.0 7.60 7.80 8.00 8.20
m/z 56.10 21.98%
) M
oz >0 Y T
m/z--> 50 100 150 200 250 300 350 400 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 42 (DEL) Alkane: Cyclic7.959 Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
7.959 11.75 ng/ul 1572660 1,4-Dichlorobenzene-d4 8.300

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-methyl-2-propyl- 140 C10H20 004291-79-6 83
2 Oxalic acid, cyclohexylmethyl is... 270 C15H2604 1000309-68-3 78
3 Cyclohexane, 1l-ethyl-2-methyl-, ... 126 C9H18 004923-77-7 78
4 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 72
5 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 001678-82-6 72

Abundance Scan 778 (7.959 min): BG059205.D\data.ms (-774) (-) m/z 97.10 100.00%

97.1
5000
41.1
CP e T T
7.60 7.80 8.00 8.20
o libil . 2068 2883 458 ., 5510 98.97%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #20744: Cyclohexane, 1-methyl-2-propyl-
55.0
5000 L L N B LR R B
7.60 7.80 8.00 8.20
m/z 41.10 29.84%
h ‘ 140.0
O \“\U‘“\”l\U‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #160709: Oxalic acid, cyclohexylmethyl isohexyl ester
97.0
R R
7.60 7.80 8.00 8.20
5000{ 43.0 m/z 56.10 16.71%
0 (ST
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #13284: Cyclohexane, 1-ethyl-2-methyl-, cis- AR Eaama RS SR
97.0 7.60 7.80 8.00 8.20
m/z 81.10 12.43%
il MMJULW\
0“MHWkW‘cJ‘W““‘H““‘H““‘_““‘H‘“‘ e S ASCR
m/z--> 50 100 150 200 250 300 350 400 450 7.60 7.80 8.00 8.20

SFAM-EPA-BG091923.MA.M Wed Sep 27 17:25:45 2023 Page: 46



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.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: Cyclic8.012 Concentration Rank 51
R.T. EstConc Area Relative to ISTD R.T.
8.012 8.46 ng/ul 1132010 1,4-Dichlorobenzene-d4 8.300

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 50
2 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 47
3 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 47
4 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 43
5 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 43
Abundance Scan 787 (8.012 min): BG059205.D\data.ms (-783) (-) m/z 55.10 100.00%
55.1
R RS
I ‘ 140.2 7.60 7.80 8.00 8.20 8.40
ol AL SIS 2402 3046 48l ., 43,10 91.48%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #7691: Cyclohexane, 1,3-dimethyl-, trans-
97.0
5000 D L L B
41.4 7.60 7.80 8.00 8.20 8.40
m/z 57.10 89.76%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #7670: Cyclohexane, 1,3-dimethyl-, cis-
97.0
PO T
7.60 7.80 8.00 8.20 8.40
5000 m/z 97.10 73.22%
41.Q
0 H”‘w,whummH,HH_m,‘m‘m‘_m_m_m
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #7609: Cyclohexane, 1,4-dimethyl- s e
55.0 7.60 7.80 8.00 8.20 8.40
m/z 41.10 44.,18%
5000
112.0
0 HH‘HHM“w'wmw‘H_m‘uu_mw”_m_m L SR b
m/z--> 0 50 100 150 200 250 300 350 400 450 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.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 20
R.T. EstConc Area Relative to ISTD R.T.
8.129  20.58 ng/ul 2754590 1,4-Dichlorobenzene-d4 8.300

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 53
2 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 43
3 Sulfurous acid, butyl hexyl ester 222 C10H2203S 1000309-17-3 43
4 Oxalic acid, isobutyl hexyl ester 230 C12H2204 1000309-37-1 43
5 Decane 142 C1OH22 000124-18-5 42

Abundance Scan 807 (8.129 min): BG059205.D\data.ms (-799) (-) m/z 57.10 100.00%

57.1
o AARRRmREEER S SRR
H 134.1 7.80 8.00 8.20 8.40
o bt 07 21132630 4192472 Lo 4316 72.81%
m/z--> 0O 50 100 150 200 250 300 350 400 450
Abundance #14523: Nonane
43.0
5000 L L L B B
7.80 8.00 8.20 8.40
m/z 91.10 25.05%
[1]}] 2200
0\\\“\\\\"\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #14578: Hexane, 2,3,5-trimethyl-
43.0
ST R
7.80 8.00 8.20 8.40
5000 m/z 41.10 24.41%
o blllaeo
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #100828: Sulfurous acid, butyl hexyl ester e AREEEaEaEEE
57.0 7.80 8.00 8.20 8.40
m/z 85.10 21.10%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 7.80 8.00 8.20 8.40

SFAM-EPA-BG091923.MA.M Wed Sep 27 17:25:48 2023 Page: 48



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 45 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.200 106.02 ng/ul 14188600 1,4-Dichlorobenzene-d4 8.300

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 90
2 Nonane, 2,3-dimethyl- 156 C11H24 002884-06-2 78
3 Heptane, 5-ethyl-2-methyl- 142 C1eH22 013475-78-0 78
4 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 72

5 Heptane, 3-ethyl-5-methyl- 142 C1eH22 052896-90-9 72

Abundance Scan 819 (8.200 min): BG059205.D\data.ms (-810) (-) m/z 43.10 100.00%
43.1
- WA/W\/\A
PORT T
113.2 ~ 7.808.00 8.20 8.40 8.60
obrlbd L L 2069 2711 3622 S0l n/z 57.16  85.49%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #33093: Nonane, 2,6-dimethyl-
43.0
5000 [TT T T[T T T i T T [ T T ot
7.80 8.00 8.20 8.40 8.60
m/z 71.10 69.18%
113.0
O\\‘l\ “WT‘\J‘\]I‘\\\f‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #33095: Nonane, 2,3-dimethyl-
57.0
O Y T
7.80 8.00 8.20 8.40 8.60
5000 ITI/Z 41.10 39.92%
112.0
ow“" “‘ NS
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #22126: Heptane, 5-ethyl-2-methyl- R aaa e R ARARE
43.0 7.80 8.00 8.20 8.40 8.60
m/z 70.10 25.18%
5000
‘ 113.0
m/z--> 50 100 150 200 250 300 350 400 450 500 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.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 Octadecyl trifluoroacetate Concentration Rank 56
R.T. EstConc Area Relative to ISTD R.T.
8.364 6.58 ng/ul 879989 1,4-Dichlorobenzene-d4 8.300

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 59
2 Cyclotetracosane 336 C24H48 000297-03-0 53
3 Sulfurous acid, cyclohexylmethyl... 304 C16H3203S 1000309-21-8 50
4 4-Undecene, 6-methyl- 168 C12H24 1000061-85-4 47
5 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 43

Abundance Scan 847 (8.364 min): BG059205.D\data.ms (-843) (-) m/z 55.10 100.00%

553.1
T
H ‘ 139 2 8.00 8.20 8.40 8.60
ol Lk n 1925 2880 38562 4226 4950 /7 57.10  82.03%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #275085: Octadecy! trifluoroacetate
57.0
5000 L L L L B LN R I
10 8.00 8.20 8.40 8.60
m/z 43.10 65.49%
oL ‘ L ‘L |168.0224.0 297.0349.0
T ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #244232: Cyclotetracosane
43.0
S e
7.0 8.00 8.20 8.40 8.60
5000 m/z 97.10 61.83%
0 I “\‘\ L J\153.9 210.0265.0 3360
R R e R e AR
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #204352: Sulfurous acid, cyclohexylmethyl nonyl ester e
97.0 8.00 8.20 8.40 8.60
m/z 41.10 48.67%
- VJVMJAJ\/\AAJ\A\AAA/\
0 N‘HH“”“J“WHH‘HH_HwHH,HH_MWH‘HH_ S
m/z--> 50 100 150 200 250 300 350 400 450 500 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 47 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.411  26.95 ng/ul 3607160 1,4-Dichlorobenzene-d4 8.300

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 47
2 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1010309-37-4 46
3 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 43
4 Tridecane 184 C13H28 000629-50-5 43
5 Undecane, 3,4-dimethyl- 184 C13H28 017312-78-6 43

Abundance Scan 855 (8.411 min): BG059205.D\data.ms (-851) (-) m/z 57.10 100.00%

57.1
- M
P
‘ | }‘ 8.00 8.20 8.40 8.60 8.80
ol Mwu‘w A792 2678 A2 ALY nyz 43.10  62.57%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #59025: Tridecane
57.0
5000 I L L R
8.00 8.20 8.40 8.60 8.80
m/z 41.10 53.96%
o Lo a0
T ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #163251: Oxalic acid, isobutyl nonyl ester
57.0
R R RERERERE
8.00 8.20 8.40 8.60 8.80
5000 m/z 56.10 43.46%
OJ‘ Lias0ino
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #59103: Decane, 6-ethyl-2-methyl- Ramas A RARRE o
57.0 8.00 8.20 8.40 8.60 8.80
m/z 55.10 41.23%
5000
‘ 141.0
T S R e
m/z--> 50 100 150 200 250 300 350 400 450 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 48 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.482  22.91 ng/ul 3066210 1,4-Dichlorobenzene-d4 8.300

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3,9-dimethyl- 184 C13H28 017301-31-4 64
2 Dodecane, 3-methyl- 184 C13H28 017312-57-1 59
3 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1010309-37-4 59
4 Decane, 3-methyl- 156 C11H24 013151-34-3 53
5 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 50
Abundance Scan 867 (8.482 min): BG059205.D\data.ms (-863) (-) m/z 57.10 100.00%
57.1
S ARAREEEEE ST
FS.I 127.2 ) 8.20 8.40 8.60 8.80
ol bbb Ly I 1562 290 sz 71.10  41.37%
miz--> 50 100 150 200 250
Abundance #59068: Undecane, 3,9-dimethyl-
57.0
5000
8.20 8.40 8.60 8.80
m/z 43.10 40.44%
27‘.0‘ ‘99.0 155.0
O\‘\‘\““\‘\‘\‘\‘\‘\H\\"\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #59042: Dodecane, 3-methyl-
57.0
S EARARESEE RS LA
8.20 8.40 8.60 8.80
5000 m/z 41.10 36.59%
270 ‘99.0 155.0
0\‘\‘\““\‘1\”\‘\‘ e
m/iz--> 50 100 150 200 250
Abundance #163251: Oxalic acid, isobutyl nonyl ester R A RARRa R
57.0 8.20 8.40 8.60 8.80
m/z 85.10 30.95%
27.0 ‘
oLl | OOzr0 7O
m/z--> 50 100 150 200 250 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 49 (DEL) Alkane: Cyclic8.540 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.540 37.97 ng/ul 5081140 1,4-Dichlorobenzene-d4 8.300

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 90
2 Cyclohexane, butyl- 140 C10H20 001678-93-9 87
3 Cyclohexane, propyl- 126 CO9H18 001678-92-8 72

4 Cyclohexane, propyl- 126 C9H18 001678-92-8 72
5 Cyclohexane, (2-methylpropyl)- 140 C1oH20 001678-98-4 64

Abundance Scan 877 (8.540 min): BG059205.D\data.ms (-872) (-) m/z 55.10 100.00%

55.1

-

5000
R REaE R Eama
’ 140.2 8.20 8.40 8.60 8.80
ol | 1926 28843439 4435499 n/z 83.16  93.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #20675: Cyclohexane, butyl-
83.0
5000 UL L B R I B
8.20 8.40 8.60 8.80
m/z 82.10 52.44%
29#) 140.0
O‘\\”\U“\\“\\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #20677: Cyclohexane, butyl-
83.0
e R BARRA N
8.20 8.40 8.60 8.80
5000 m/z 41.10 42.43%
29. ‘ 140.0
O‘HM“H\H‘Hw‘uu,uu‘uu‘\u\‘HH‘HH‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13202: Cyclohexane, propyl- AR RERRRRRESEESE
83.0 8.20 8.40 8.60 8.80
m/z 56.10 19.62%
5000
270
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\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©91923.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 50 (DEL) Alkane: Cyclic8.587 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.587 22.84 ng/ul 3056550 1,4-Dichlorobenzene-d4 8.300

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 50
2 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 50
3 4-Heptafluorobutyryloxyhexadecane 438 C20H33F702 1010282-97-2 47
4 n-Heptadecanol-1 256 C17H360 001454-85-9 47
5 5-Eicosene, (E)- 280 C20H40 074685-30-6 47

Abundance Scan 885 (8.587 min): BG059205.D\data.ms (-881) (-) m/z 57.10 100.00%

57.1

F

5000
AN
“ 19.1 8.20 8.40 8.60 8.80 9.00
ol ALLE L 26683250 523 09710 87.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7613: Cyclohexane, 1,1-dimethyl-
97.0
5000 R R R
41. 8.20 8.40 8.60 8.80 9.00
m/z 55.10 77.51%
0‘\\“\“"\'11‘!‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7617: Cyclohexane, 1,1-dimethyl-
97.0
R R EEEEE
8.20 8.40 8.60 8.80 9.00
5000 41.0 m/z 56.10 43.76%
o_M“‘“,h'm_hH_m‘w_HwH_ww_ww
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #321012: 4-Heptafluorobutyryloxyhexadecane RmEas e R
55.0 8.20 8.40 8.60 8.80 9.00
m/z 43.10 42.09%
5000
‘ ‘ 1?1.0
ob M i00s0ze20 MU U
m/z--> 0 50 100 150 200 250 300 350 400 450 500 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\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©91923.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 51 (DEL) Alkane: Straight-Chai... Concentration Rank 49

R.T. EstConc Area Relative to ISTD R.T.
8.646 9.36 ng/ul 1252480 1,4-Dichlorobenzene-d4 8.300
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,4-dimethyl- 170 C12H26 002801-84-5 72
2 Undecane, 5,7-dimethyl- 184 C13H28 017312-83-3 59
3 Decane, 5-propyl- 184 C13H28 017312-62-8 53
4 Undecane, 2-methyl- 170 C12H26 007045-71-8 53
5 Decane, 2-methyl- 156 C11H24 006975-98-0 52
Abundance Scan 895 (8.646 min): BG059205.D\data.ms (-890) (-) m/z 43.10 100.00%
431
w M
ST e
‘ 8.40 8.60 8.80 9.00
ok ‘ M 4563 2430286.1 S747419. 47 57.10  80.28%
miz--> 50 100 150 200 250 300 350 400
Abundance #45502: Decane, 2,4-dimethyl-
43.0
5000 L LI B LI B L
8.40 8.60 8.80 9.00
m/z 71.10 48.38%
O\\“\‘“‘\‘\\1‘1\2\(\)]\-5‘5\\0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #59053: Undecane, 5,7-dimethyl-
43.0
8.40 8.60 8.80 9.00
5000 m/z 41.10 40.29%
‘ 127.0
ow‘w“‘\‘“W“wHH_m_m_m,ww,m
m/z--> 50 100 150 200 250 300 350 400
Abundance #59032: Decane, 5-propyl- R AR
57.0 8.40 8.60 8.80 9.00
m/z 85.10 33.07%
5000
112.0
m/z--> 50 100 150 200 250 300 350 400 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 52 (DEL) Alkane: Cyclic8.687 Concentration Rank 48
R.T. EstConc Area Relative to ISTD R.T.
8.687 9.59 ng/ul 1282780 1,4-Dichlorobenzene-d4 8.300

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1-methyl-3-(2-meth... 140 C10H20 029053-04-1 50
2 Cyclohexane, 1-(1,1-dimethylethy... 154 C11H22 075736-66-2 47
3 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 38
4 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 37
5 (E)-Hexadec-9-enoic acid 254 C16H3002 010030-73-6 37
Abundance Scan 902 (8.687 min): BG059205.D\data.ms (-898) (-) m/z 55.10 100.00%
55.1

5000

:

‘ | ‘125.1 | 8.40 8.60 8.80 9.00
)L 2080 485 L7 56.10  60.66%
miz—> 0 50 100 150 200 250 300 350 400 450

Abundance  #20777: Cyclopentane, 1-methyl-3-(2-methylpropyl)-
558.0

o

3

5000 S
8.40 8.60 8.80 9.00
i
IH | I

m/z 41.10  49.45%
L
A L LA LA L LA L B R I B BN B

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

Abundance #31479: Cyclohexane, 1-(1,1-dimethylethyl)-4-methyl-
56.0

o

:

8.40 8.60 8.80 9.00
5000 m/z 57.10 44.18%

|

MMJ

a

0 ‘ ‘ I 13l9.0
‘\\\\‘l\\\\“\\\\“\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #7655: Cyclopentane, 1,1,3-trimethyl- E AREmRamEEE R CE
55.0 8.40 8.60 8.80 9.00
m/z 97.10  41.54%
5000
i
R ——— L hat St
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\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 53 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.752  22.66 ng/ul 3032240 1,4-Dichlorobenzene-d4 8.300

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 5-methyl- 156 C11H24 013151-35-4 50
2 Tridecane, 6-methyl- 198 C14H30 013287-21-3 47
3 Hexane, 2,2,3,3-tetramethyl- 142 C1OH22 013475-81-5 47
4 3-Methylpentan-2-yl trifluoroace... 198 C8H13F302 155090-02-1 47
5 Ether, heptyl hexyl 200 C13H280 007289-40-9 43
Abundance Scan 913 (8.752 min): BG059205.D\data.ms (-907) (-) m/z 57.10 100.00%
57.1
85.1 SRR A A
‘ “ ‘1191 8.40 8.60 8.80 9.00
obrrredlsli b b L] 1 156.2 1927 23082699 . 43,10 69.77%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33084: Decane, 5-methyl-
57.0
5000 L LA LN B I BN B
8.40 8.60 8.80 9.00
290 85.0 m/z 41.10  31.92%
ol L L1 azorseo
\‘\H\‘H\\’HH’HH’HH‘HH‘HH‘HH‘\\H‘\\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200 220240260280
Abundance #74011: Tridecane, 6-methyl-
57.0
T
8.40 8.60 8.80 9.00
5000 m/z 85.10 23.59%
290 5 1260
m/z--> 20 40 60 80 100120140160180200 220240260280
Abundance #22134: Hexane, 2,2,3,3-tetramethyl- T
57.0 8.40 8.60 8.80 9.00
m/z 56.10 19.47%
- 1 /\/M/\/\J\/\M\r
m/z--> 20 40 60 80 100120140160180200220240260280 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 54 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.811 39.22 ng/ul 5248200 1,4-Dichlorobenzene-d4 8.300

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 59
2 Heptane, 3-[(ethenyloxy)methyl]- 156 C10H200 000103-44-6 58
3 Octane, 3-ethyl- 142 C1OH22 005881-17-4 53
4 Decane, 5,6-dipropyl- 226 C1l6H34 119209-20-0 53
5 Isobutyl pentyl carbonate 188 C10H2003 178442-32-5 50
Abundance Scan 923 (8.811 min): BG059205.D\data.ms (-917) (-) m/z 43.10 100.00%
3.1
71.1
5000
RRaas e R ARRE
H ‘ 112.2 154.2 8.40 8.60 8.80 9.00 9.20
. L
Ot b L S 235.9 2688 0 57 10 ge.08%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #33090: Decane, 4-methyl-
43.0
71.0
5000 L U L B
8.40 8.60 8.80 9.00 9.20
m/z 71.10 63.42%
112.0
O H\‘\‘\‘H“‘\Hh“\!‘f‘\“”\\\‘\\!‘\‘H\\‘\]-\5\\6‘.9\\‘\\\\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #32956: Heptane, 3-[(ethenyloxy)methyl]-
57.0
RmaEs A RERR
8.40 8.60 8.80 9.00 9.20
5000 m/z 41.10 48.94%
29.0
“ h | ‘ 112.0141.0
[Q NS 8 A N e RSN
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #22073: Octane, 3-ethyl- Raaas A REAmE aERT
71.0 8.40 8.60 8.80 9.00 9.20
43.0 m/z 55.10  46.12%
5000
112.0
OO i 120
m/z--> 20 40 60 80 100120140160180200220240260 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.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 Nonane, 1-iodo- Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
8.916 15.48 ng/ul 2071280 1,4-Dichlorobenzene-d4 8.300

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 1-iodo- 254 (C9H191 004282-42-2 27
2 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 27
3 Fumaric acid, hexyl myrtenyl ester 334 C20H3004 1000348-81-5 27
4 Octane, 6-ethyl-2-methyl- 156 C11H24 062016-19-7 27
5 2-Bromotetradecane 276 C14H29Br 074036-95-6 27

Abundance Scan 941 (8.916 min): BG059205.D\data.ms (-932) (-) m/z 43.10 100.00%

43.1
91.0
5000
R EREEmaRE S
‘ ‘ J ‘ 8.60 8.80 9.00 9.20
ol Wl iadeo 2286 3331 428 . 91 65 67.02%
miz--> 50 100 150 200 250 300 350 400
Abundance #141248: Nonane, 1-iodo-
43.0
5000 UL L B I L BB
8.60 8.80 9.00 9.20
m/z 57.10 63.62%
127.0
ol ‘ L. | 1830 2540
\\\[\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #33097: Nonane, 3,7-dimethyl-
57.0
A RAREEEEEEEE
8.60 8.80 9.00 9.20
5000 m/z 71.10 61.53%
‘ 127.0
L —
m/z--> 50 100 150 200 250 300 350 400
Abundance #241691: Fumaric acid, hexyl myrtenyl ester  REamREEaREEE R
91.0 8.60 8.80 9.00 9.20
m/z 41.10 47.68%
5000
43.0
183.0
01‘.3%0233-0
m/z--> 50 100 150 200 250 300 350 400 8.60 8.80 9.00 9.20

SFAM-EPA-BG091923.MA.M Wed Sep 27 17:26:02 2023 Page: 59



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 56 Naphthalene, decahydro-, cis- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.122  40.27 ng/ul 5389780 1,4-Dichlorobenzene-d4 8.300

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 94
2 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 93
3 Naphthalene, decahydro- 138 C10H18 000091-17-8 93
4 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 90
5 Naphthalene, decahydro- 138 C10H18 000091-17-8 87
Abundance Scan 976 (9.122 min): BG059205.D\data.ms (-970) (-) m/z 67.10 100.00%
67.1
138.2
5000
o RAREmmaE R
“ ‘ 8.80 9.00 9.20 9.40
ol AdARL L] 2089 2779 3568 4110 72.96%
m/z--> 50 100 150 200 250 300 350
Abundance #19453: Naphthalene, decahydro-, cis-
67.0
138.0
5000 UL L B R B L BB
8.80 9.00 9.20 9.40
m/z 55.10 69.10%
sq 1]
0 \‘\‘\‘U‘ih‘\‘“ “‘U\M‘l\\‘\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #19465: Naphthalene, decahydro-, trans-
67.0 138.0
R REEmmaRE T
8.80 9.00 9.20 9.40
5000 m/z 68.10 68.88%
NE HE Y
m/z--> 50 100 150 200 250 300 350
Abundance #19429: Naphthalene, decahydro- R RRAREES SR
67.0 138.0 8.80 9.00 9.20 9.40
m/z 81.10 65.52%
- W\J
m/z--> 50 100 150 200 250 300 350 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 57 1,12-Dodecanediol Concentration Rank 74
R.T. EstConc Area Relative to ISTD R.T.
9.245 3.76 ng/ul 503026 1,4-Dichlorobenzene-d4 8.300

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,12-Dodecanediol 202 C12H2602 005675-51-4 53
2 11-Hexadecynal 236 C16H280 086426-73-5 50
3 2-Bromopropionic acid, 1-(cyclop... 248 C1@H17Br02 1000293-39-1 47
4 1-Octadecyne 250 C18H34 000629-89-0 47
5 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 000473-55-2 47

Abundance Scan 997 (9.245 min): BG059205.D\data.ms (-993) (-) m/z 55.10 100.00%

5!:
- T m
A A RARAREEREE
‘ ‘ 154.2 1 9.00 9.20 9.40 9.60
o‘”‘“w”‘“H,HH_‘H_HW?TZ‘O'; m/z 81.10 66.68%
m/z--> 100 150 200 250 300
Abundance #77810: 1,12-Dodecanediol
55.0
5000 L L L I L L
96.0 9.00 9.20 9.40 9.60
‘ m/z 97.10  45.63%
O T \‘H‘ T h ‘h H‘ %3“\ 0‘ T \2 \0\ ‘ L L ‘ T T T T ‘ L
miz--> 50 100 15 200 250 300
Abundance #118828: 11-Hexadecyna
81.0
R A RAmEarasEs
9.00 9.20 9.40 9.60
5000 41.0 m/z 41.10 45.407%
LT s o
oL ALy e 200
m/iz--> 50 100 150 200 250 300
Abundance #132390: 2-Bromopropionic acid, 1-(cyclopentyl)ethyl est R RARANEEREE
550 g70 9.00 9.20 9.40 9.60
m/z 95.10 44.16%
5000
135.0
ol H ldL I PP ATV R,
m/z--> 100 150 200 250 300 9.00 9.20 9.40 9.60
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Library Search Compound Report

BGB59205.D

: 26 Sep 2023 21:08
: MA/JU

. 04450-14

: 17  Sample Multiplier: 1

Quant Title : SVOA CALIBRATION

TIC Library

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©91923.MA.M

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

Peak Number 58 n-Tridecan-1-ol

Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
9.322 17.23 ng/ul 2305270 1,4-Dichlorobenzene-d4 8.300
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Tridecan-1-o0l 200 C13H280 000112-70-9 64
2 2-Undecene, (E)- 154 C11H22 000693-61-8 58
3 2-Decene, 8-methyl-, (Z)- 154 C11H22 074630-25-4 49
4 4-Undecene, (E)- 154 C11H22 000693-62-9 49
5 1-Tetradecene 196 C14H28 001120-36-1 47
Abundance Scan 1010 (9.322 min): BG059205.D\data.ms (-1006) (-) m/z 55.10 100.00%
55.1
111 R AAREEmaRE T
| . 154.2 999 9.00 9.20 9.40 9.60
0’ b e s m/z 41,100 54.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #76026: n-Tridecan-1-0
55.0
5000{ 31.0 . T
83.0 9.00 9.20 9.40 9.60
m/z 56.10 48.64%
111.0
0' \\H‘\\‘h\‘\“\\\‘;‘\5\‘4\'.‘0\\\1\8‘2\-\0\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31412: 2-Undecene, (E)-
55.0
R AAREEma R T
20,0 9.00 9.20 9.40 9.60
5000 ’ m/z 83.10 46.86%
83.0 154.0
H 1110
ol s P S PN AN
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31440: 2-Decene, 8-methyl-, (2)- R AAREEmaRE T
55.0 9.00 9.20 9.40 9.60
m/z 69.10 43.79%
50001 29.0 83.0 WW
0 154.0
- \\‘H\\\\“\\\\‘\‘\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\ \\‘\\\\‘\\\\‘\\\\’\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.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 Succinic acid, di(trans-4-m... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.369 36.96 ng/ul 4945840 1,4-Dichlorobenzene-d4 8.300

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Succinic acid, di(trans-4-methyl... 310 C18H3004 1000390-07-6 72
2 Cyclohexane, 1-methyl-2-propyl- 140 C1eH20 004291-79-6 53
3 Semustine 247 C10H18CIN302 ©13909-09-6 50
4 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 50
5 Cyclohexane, 1-bromo-3-methyl- 176 C7H13Br 013905-48-1 50

Abundance Scan 1018 (9.369 min): BG059205.D\data.ms (-1013) (-) m/z 55.10 100.00%

55.1
o M/\MM
119.1 T
‘ 9.00 9.20 9.40 9.60
obblddlludly 1 1943 275.9 3788 4847 nm/7 97.10  89.56%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #211897: Succinic acid, di(trans-4-methylcyclohexyl) este
97.0
5000 L L N B A BN R I
9.00 9.20 9.40 9.60
m/z 41.10 27.28%
41. ] ‘ 215.0
O \‘\\‘“\h\\\J‘\‘\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #20744: Cyclohexane, 1-methyl-2-propyl-
55.0
e RRRmEES S
9.00 9.20 9.40 9.60
5000 m/z 69.10 23.94%
‘ ‘ 140.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #131378: Semustine R A RRARE RS
97.0 9.00 9.20 9.40 9.60
m/z 119.10 19.77%
5000
41.
oLl 2630 2470
m/z--> 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\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.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 Propanedinitrile, cyclohexy... Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
9.574 12.12 ng/ul 1621550 1,4-Dichlorobenzene-d4 8.300

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanedinitrile, cyclohexyl(2-m... 244 C16H24N2 074764-55-9 53
2 Sulfurous acid, cyclohexylmethyl... 304 C16H3203S 1000309-21-8 50
3 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 47
4 Pyridine, 2,3,4,5-tetrahydro- 83 C5HSN 000505-18-0 43
5 Oxalic acid, cyclohexylmethyl is... 270 C15H2604 1000309-68-3 43

Abundance Scan 1053 (9.574 min): BG059205.D\data.ms (-1049) (-) m/z 55.10 100.00%

553.1
o MMMM
‘géo‘ |
154.2 :
0 ‘HLMMW“P%“ﬁ“‘w“““‘w““‘_“"43%‘ m/z 97.10  67.45%
m/z--> 50 100 150 200 250 300 350 400
Abundance #128568: Propanedinitrile, cyclohexyl(2-methylcyclohexy!
55.0
5000 — :
9.50
m/z 83.10 47.03%
O T \“L ‘\“‘IWU\H\‘ T ‘5\.9\ \1‘6\2\.0\\2‘]\_6\.\0\ ‘ L ‘ TTTT ‘ L ‘ TTTT
m/z--> 50 100 150 200 250 300 350 400
Abundance #204352: Sulfurous acid, cyclohexylmethyl nonyl ester
97.0
T
9.50
5000 ITI/Z 41.10 40.44%
41.0
0 "WNJJAMu"p"“‘H‘““““““““““““
m/z--> 50 100 150 200 250 300 350 400
Abundance #7615: Cyclohexane, 1,4-dimethyl- —— ‘
55.0 9.50
m/z 43.10 33.60%
5000
12.0
oL
m/z--> 50 100 150 200 250 300 350 400 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 61 unknown-04 Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
9.621 14.34 ng/ul 1918500 1,4-Dichlorobenzene-d4 8.300

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, cyclohexylmethyl is... 270 C15H2604 1000309-68-3 47
2 1-Fluoroadamantane 154 C1OH15F 000768-92-3 47
3 2-Aziridinone, 1-tert-butyl-3-(1... 223 C14H25NO 026944-18-3 43
4 Oxalic acid, cyclohexylmethyl et... 214 C11H1804 1000309-68-0 38
5 Oxalic acid, di(cyclohexylmethyl... 282 C16H2604 1000309-68-5 38

Abundance Scan 1061 (9.621 min): BG059205.D\data.ms (-1057) (-) m/z 55.10 100.00%

5!:
97.1
5000
—— —
‘ ‘ ‘ 154.2 9.50 10.00
ol Mu“““w‘ I e 2556 8990 nyz 97.10  68.95%
miz--> 50 OO 150 200 250 300 350 400
Abundance #160709: Oxalic acid, cyclohexylmethyl isohexyl ester
550 97.0
5000 e sha™
9.50 10.00
m/z 69.10 68.93%
O ‘“‘ ‘\\1\4\]_‘()\\\\‘\2\27\\0‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #30898: 1-Fluoroadamantane
97.0
—— —
9.50 10.00
50001 41.0 154.0 m/z 43.10 63.69%
- ol b e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #103120: 2-Aziridinone, 1-tert-butyl-3-(1-methylcyclohept e —
55.0 9.50 10.00
m/z 105.10 57.95%
97.0
5000
ol 00 ses0 VNINITIvY
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\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 62 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.710  26.94 ng/ul 3605370 1,4-Dichlorobenzene-d4 8.300

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3,4,5,6-tetramethyl- 170 C12H26 062185-21-1 72
2 Decane, 1,1'-oxybis- 298 C20H420 002456-28-2 64
3 Hexadecane 226 C16H34 000544-76-3 50
4 Nonane 128 C9H20 000111-84-2 50
5 Octane, 4-methyl- 128 C9H20 002216-34-4 47

Abundance Scan 1076 (9.710 min): BG059205.D\data.ms (-1068) (-) m/z 57.10 100.00%

b7.1
5000

—— —
‘ % 137.2 9.50 10.00
Y o 1927 2669 384 n; 43.10  97.49%
mi/z--> 50 100 150 200 250 300 350
Abundance #45518: Octane, 3,4,5,6-tetramethyl-
57.0
5000 — —
9.50 10.00

m/z 41.10  48.14%
[] w3

O T ‘ “‘\ \ T ‘ \ LI ’ \ \ \ T ’ L ‘ L ‘ T T T ‘ T
mi/z--> 50 100 150 200 250 300 350
Abundance #197437: Decane, 1,1'-oxybis-
57.0

T
9.50 10.00
5000 m/z 71.10 36.50%

112.0
M) \_@\” ,Hw\u‘ ‘\\‘HH 1710213.0255.02960
m/z--> 50 100 150 200 250 300 350
Abundance #107218: Hexadecane

T
57.0 9.50 10.00
m/z 55.10 31.05%

- M
\‘ ‘ n‘ ‘F?O‘ 141.0 183.0 226.0

omwm"‘H,HH,HH_M‘HH_ — —
miz--> 50 100 150 200 250 300 350 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.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 Oxalic acid, allyl tetradec... Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
9.809 10.22 ng/ul 1056120  Naphthalene-d8 11.143

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, allyl tetradecyl ester 326 C19H3404 1000309-24-2 64
2 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 58
3 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 53
4 Carbonic acid, nonyl vinyl ester 214 C12H2203 1000383-25-6 50
5 Undecane, 2,8-dimethyl- 184 C13H28 017301-25-6 47

Abundance Scan 1093 (9.809 min): BG059205.D\data.ms (-1085) (-) m/z 43.10 100.00%

3.1
T RN
‘ 11‘1'1 | 9.50 10.00
oL A dlad 1852 2508 3304  416. . 5719  69.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #231744: Oxalic acid, allyl tetradecyl ester
41.0
5000 — —
9.50 10.00
T-O m/z 41.18  52.09%
0 \\“\““‘\‘! ’p-31.9241'0
m/z--> 50 100 150 200 250 300 350 400
Abundance #14544: Heptane, 2,4-dimethyl-
43.0
— ——
9.50 10.00
5000 m/z 71.10 50.37%
0 130
m/z--> 50 100 150 200 250 300 350 400
Abundance #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester — —
57.0 9.50 10.00
m/z 55.10 48.07%
) M
oL ‘,“-0,182-0227-0 SR
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\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.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 11
R.T. EstConc Area Relative to ISTD R.T.
9.874 30.56 ng/ul 31567760  Naphthalene-d8 11.143

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 64
2 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 53
3 Undecane, 4,7-dimethyl- 184 C13H28 017301-32-5 53
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 52
5 Decane, 2,4-dimethyl- 170 C12H26 002801-84-5 50
Abundance Scan 1104 (9.874 min): BG059205.D\data.ms (-1098) (-) m/z 57.10 100.00%
57.1
‘ 105.1 9.50 10.00
148.2 : .
oLl Ll ‘ s 1981 2813 8230 /7 43.10  94.07%
miz--> 50 100 150 200 250 300
Abundance #45501: Decane, 3,7-dimethyl-
43.0
5000 — —
85.0 9.50 10.00
m/z 71.10 58.67%
O T “““\ ‘!‘ \‘ T ”‘ \1\2?.(\) ‘]-\7\0.\()\ ‘ T T T 7T ‘ T T T 7T ‘ L
miz-> 50 100 150 200 250 300
Abundance #33097: Nonane, 3,7-dimethyl-
57.0
— —
9.50 10.00
5000 m/z 41.10 46.95%
‘ 127.0
o4y b L.
m/iz--> 50 100 150 200 250 300
Abundance #59054: Undecane, 4,7-dimethyl- — —
43.0 9.50 10.00
m/z 85.10 37.18%
5000
85.0
NI LY S LSS VN
m/z--> 50 100 150 200 250 300 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.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 65 Benzene, 1l-ethyl-2,3-dimethyl- Concentration Rank 39

R.T. EstConc Area Relative to ISTD R.T.
9.909 11.91 ng/ul 1230350  Naphthalene-d8 11.143
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 90
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 90
3 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 87
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 87
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 87

Abundance Scan 1110 (9.909 min): BG059205.D\data.ms (-1108) (-) m/z 119.10 100.00%

119.1
5000
39.1 ‘ 10.00
Ob o ki), 2089 3654 435. . 134 65 39.42%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #17083: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000 ' e
10.00
m/z 91.10 28.48%
39.0
0 \\‘\U‘h\h“\‘“\1“‘”“\“ 1“\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
miz—> 0 50 100 150 200 250 300 350 400
Abundance #17060: Benzene, 1,2,3,5-tetramethyl-
119.0
P
10.00
5000 ITI/Z 92.10 12.72%
39.0 ‘
Obrr bt b
m/z--> 0 50 100 150 200 250 300 350 400 /k«k
Abundance #17068: Benzene, 1,2,4,5-tetramethyl- ey
119.0 10.00
m/z 39.10 10.35%
5000
39.0 ‘
O S—
m/z--> 0 50 100 150 200 250 300 350 400 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.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 trans-Decalin, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.009 33.37 ng/ul 3447050 Naphthalene-d8 11.143
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 94
2 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 93
3 Cyclodecene, 1-methyl- 152 C11H20 066633-38-3 83
4 6-Dodecyne 166 C12H22 006975-99-1 72
5 Cyclohexanone, 5-methyl-2-(1-met... 152 C1@H160 015932-80-6 70
Abundance Scan 1127 (10 009 min): BG059205.D\data.ms (-1120) (- | m/z 81.10 100.00%
152.2
5000
N
0 Appoiell ) 1868 225.3 2808 329 /7 67.10  86.62%
m/z--> 100 150 200 250 300
Abundance #29490: trans-Decalin, 2-methyl-
81.0
41.0 152.0
5000 ——
10.00
m/z 95.10 78.61%
O\H\“““Hh\ H“‘“\\\\\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
N
10.00
5000 m/z 41.10 77 .99%
ollid st |
miz--> 50 100 150 200 250 300
Abundance #29481: Cyclodecene, 1-methyl- —
81.0 10.00
m/z 55.10 73.74%
5000
152.0
0 JO —
m/z--> 100 150 200 250 300 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.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 unknown-05 Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
10.103 11.97 ng/ul 1236920 Naphthalene-d8 11.143
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 47
2 Tridecane, 3-methyl- 198 C14H30 006418-41-3 43
3 3-Hexanone, 2,4-dimethyl- 128 C8H160 018641-70-8 43
4 3,5-Dimethyldodecane 198 C14H30 107770-99-0 43
5 Dodecane, 3-methyl- 184 C13H28 017312-57-1 43

Abundance Scan 1143 (10.103 min): BG059205.D\data.ms (-1137) (- | m/z 57.10 100.00%

57.1
5000

—
H ‘ 1311 10.00 10.50
oL | 1082 2209 386. ./, 4310  47.02%
m/z--> 50 100 150 200 250 300 350
Abundance #170573: Sulfurous acid, butyl decyl ester
57.0
5000 ]

7
10.00 10.50
m/z 41.10 35.30%

9.0 141.0
T “\ |“\‘h‘ \L”\ H‘ 1T ‘}‘ T \]\-9\3‘0\ LN L
m/z--> 50 100 150 200 250 300 350
Abundance #74014: Tridecane, 3-methyl-

57.0

7
10.00 10.50

o

5000 m/z 55.10 30.74%
‘ ‘ 9.0 169.0
0\\‘H\“\Wm“\‘H\‘\“\H‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350
Abundance #14446: 3-Hexanone, 2,4-dimethyl- —— —
57.0 10.00 10.50

m/z 71.10  26.34%

5000
‘ 128.0
Ol4q‘hw\ ‘ |

T
m/z--> 50 100 150 200 250 300 350 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 68 unknown-06 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.280 44.68 ng/ul 4615470  Naphthalene-d8 11.143
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-2-Undecen-1-0l 170 C11H220 075039-84-8 25
2 2-Hexen-1-o0l, propanoate, (E)- 156 C9H1602 053398-80-4 22
3 2-Hexen-1-o0l, (E)- 100 C6H120 000928-95-0 22
4 2-Hexen-1-o0l, propanoate, (E)- 156 C9H1602 053398-80-4 22
5 2-Hexen-1-ol, propanoate, (E)- 156 C9H1602 053398-80-4 22

Abundance Scan 1173 (10.280 min): BG059205.D\data.ms (-1166) (- | m/z 57.10 100.00%

57.1
5000
1311

— —
| HH ‘ \ 10.00 10.50
o kbl 2280 5450 ;4110 35.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #45397: trans-2-Undecen-1-0
57.0
5000 — e
10.00 10.50

m/z 55,10 30.06%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33810: 2-Hexen-1-ol, propanoate, (E)-
57.0

T T
10.00 10.50

o

5000 m/z 43.10 29.62%
IFEE
O e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4305: 2-Hexen-1-ol, (E)- — —
57.0 10.00 10.50

m/z 131.05 22.15%

. “tJM | L AM "

\ R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 69 (DEL) Alkane: Straight-Chai... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
10.374 15.72 ng/ul 1623790  Naphthalene-d8 11.143
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 30
2 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 27
3 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 27
4 Undecane, 4-methyl- 170 C12H26 002980-69-0 27
5 Dodecane, 4-methyl- 184 C13H28 006117-97-1 27
Abundance Scan 1189 (10.374 min): BG059205.D\data.ms (-1183) (- | m/z 43.10 100.00%
431
- i W
— —
‘ m J( 10.00 10.50
ol “W“‘ I u\wwm 2136 2666 SBL. /7 55.10  86.62%
m/z--> 0 50 100 150 200 250 300 350
Abundance #14544: Heptane, 2,4-dimethyl-
43.0
5000 — ——
85.0 10.00 10.50
m/z 41.10 63.86%
m/z--> 0 50 100 150 200 250 300 350
Abundance #8648: Hexane, 3,3-dimethyl-
43.0
— —
10.00 10.50
5000 m/z 57.10 61.18%
5.0
o0 L e
e
m/z--> 0 50 100 150 200 250 300 350
Abundance #8649: Hexane, 3,3-dimethyl- o —
43.0 10.00 10.50
m/z 71.10 57.84%
) | W
o_““\“‘w‘u‘u\‘m‘HH_MWH_MWH ~ =ASK
m/z--> 0 50 100 150 200 250 300 350 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 70 1-Phenyl-1-butene Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
10.497 9.14 ng/ul 944444  Naphthalene-d8 11.143
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-1-butene 132 C1eH12 000824-90-8 76
2 1H-Indene, 2,3-dihydro-2-methyl- 132 C1eH12 000824-63-5 76
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 76
4 Indan, 1-methyl- 132 C1eH12 000767-58-8 76
5 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 76
Abundance Scan 1210 (10.497 min): BG059205.D\data.ms (-1201) (- | m/z 117.05 100.00%
117.1
5000
I
e
L . o
oLl llulil, 1820 2452 3459 502. ;135 g5 38.24%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #16107: 1-Phenyl-1-butene
117.0
5000 /\\““\ /\j\ T \j\\j\\
10.50
m/z 115.10  30.00%
51.0
0 \J‘\L“Ll\‘u\uh\g[I“\Wn\h\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #16161: 1H-Indene, 2,3-dihydro-2-methyl-
117.0
N L /}U\N”
10.50
5000 m/z 55.10 29.98%
39.0 l
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #16106: 3-Phenylbut-1-ene T
117.0 10.50
m/z 119.10  25.58%
5000 /W/L%
39.0 \ ‘
0 Ml(u‘b"mHM“WHWmwmWm_m‘m‘_m_ j‘\/\
m/z--> 50 100 150 200 250 300 350 400 450 500 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 71 Decyl isobutyl ether Concentration Rank 61
R.T. EstConc Area Relative to ISTD R.T.
10.562 5.50 ng/ul 567910 Naphthalene-d8 11.143
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decyl isobutyl ether 214 C14H300 1010406-32-5 59
2 Dodecane, 3-methyl- 184 C13H28 017312-57-1 47
3 Dodecane, 3-methyl- 184 C13H28 017312-57-1 47
4 Tridecane, 3-methyl- 198 C14H30 006418-41-3 47
5 Decane, 1l-iodo- 268 C1OH21I 002050-77-3 45
Abundance Scan 1221 (10.562 min): BG059205.D\data.ms (-1217) (- | m/z 57.10 100.00%
57.1
R
’ ’ 168.2 1050
Obdbinyl 1682 26803074 495 430 56 o5y
miz--> 50 100 150 200 250 300 350 400 450
Abundance #92369: Decyl isobutyl ether
57.0
5000 ——
10.50
’ m/z 56.10 33.68%
4
O\\J’\‘f“‘llﬂ\‘\“‘%‘\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #59047: Dodecane, 3-methyl-
57.0
T 7
10.50
5000 m/z 41.10 33.65%
‘ ‘ 155.0
L
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #59042: Dodecane, 3-methyl- T
57.0 10.50
m/z 71.10 26.71%
5000
’ ‘ 155.0
S S ——
m/z--> 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\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 72 unknown-07 Concentration Rank 57
R.T. EstConc Area Relative to ISTD R.T.
10.667 6.41 ng/ul 662032  Naphthalene-d8 11.143
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-(1-methylethyl)- 148 C11H16 004920-99-4 49
2 Benzene, 1l-methoxy-2-(1-methylet... 148 C1@H120 010278-02-1 38
3 Ethyl-2-benzofuran 146 C10OH100 003131-63-3 35
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 146 C11H14 027087-54-3 35
5 Phenol, p-(2-methylallyl)- 148 C10H120 033641-78-0 30
Abundance Scan 1239 (10.667 min): BG059205.D\data.ms (-1231) (- 105.05 100.00%
105.1
41. J
1050 1100
8.1
0! uipdl2ess 549 69.10  70.71%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #26395: Benzene, 1-ethyl-3-(1-methylethyl)-
133.0
5000
1050 1100
m/z 133.00 54.54%
o,
O‘\\\J\J‘\\‘\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #26313: Benzene, 1-methoxy-2-(1-methylethenyl)- //\
105.0 JJ\M
10.50 11.00
5000 m/z 131.05 50.26%
390}
T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24909: Ethyl-2-benzofuran ‘ \J\”ﬁ r——
131.0 1&50 11.00
m/z 83.10 37.41%
5000
510l
Ol bbb e e e e =S 4SS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.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 73 (DEL) Alkane: Straight-Chai... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
11.196  20.00 ng/ul 2066230  Naphthalene-d8 11.143
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4-methyl- 142 C1eH22 017301-94-9 59
2 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 59
3 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 56
4 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 53
5 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 53

Abundance Scan 1329 (11.196 min): BG059205.D\data.ms (-1324) (- | m/z 57.10 100.00%
7.1

57.
5000

gl
‘ “ 981 1,1, 11.00 11.50
ol b i Jate1842 0 3030  S87. n/z; 43.10  44.52%
miz--> 50 100 150 200 250 300 350
Abundance #22083: Nonane, 4-methyl-
57.0
5000 — &
11.00 11.50

m/z 71.10  27.83%

‘ 98.0
Aol w20
m/z--> 50 100 150 200 250 300 350
Abundance #59063: Undecane, 4,6-dimethyl-

57.0

—
11.00 11.50

o

5000 ITI/Z 41.10 24.41%
‘ 113.0
0“\kq‘t ¢W‘W R /\vﬁAﬁMvaj\/\v/\/M\x/
m/z--> 50 100 150 200 250 300 350
Abundance #59069: Undecane, 2,6-dimethyl- — T
57.0 11.00 11.50

m/z 55.10  15.69%

5000
98.0
M\\‘H‘ﬂ* | 141.0184.0

“ \\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\ \‘\ \‘\
m/z--> 50 100 150 200 250 300 350 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 74 (DEL) Alkane: Cyclic11.772 Concentration Rank 55
R.T. EstConc Area Relative to ISTD R.T.
11.772 6.75 ng/ul 697528 Naphthalene-d8 11.143
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, propyl- 126 CSH18 001678-92-8 59
2 Cyclohexane, propyl- 126 CSH18 001678-92-8 59
3 Cyclohexane, butyl- 140 C1eH20 001678-93-9 53
4 Cyclohexane, pentyl- 154 C11H22 004292-92-6 53
5 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 53

Abundance Scan 1427 (11.772 min): BG059205.D\data.ms (-1422) (- m/z 83.10 100.00%
3.1

83.
5000

—— —
m %37.2 11.50 12.00
Ob bbbl 3405 49T L 5510 91.81%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #13200: Cyclohexane, propyl-
83.0
5000 — e
11.50 12.00

m/z 41.10 61.60%

27.
O\H”“WMHW*»‘\H“M‘H\‘H‘\H“M‘H\‘H‘ww“w
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #13202: Cyclohexane, propyl-
83.0

T T
11.50 12.00

5000 m/z 82.10 60.60%
27.%
O\H”hWMHW*»*\H**M*H\*H*\H**M*H\*H*ww**w
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #20677: Cyclohexane, butyl- — —
83.0 11.50 12.00

m/z 57.10 47.74%

5000
29. 140.0
I

L . — A
miz—> 0 50 100 150 200 250 300 350 400 450 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©91923.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 75 (DEL) Alkane: Straight-Chai... Concentration Rank 70
R.T. EstConc Area Relative to ISTD R.T.
12.048 4.19 ng/ul 432624  Naphthalene-d8 11.143
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3-methyl- 142 C1eH22 005911-04-6 83
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 78
3 Decane, 2,4-dimethyl- 170 C12H26 002801-84-5 64
4 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 64
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 64
Abundance Scan 1474 (12.048 min): BG059205.D\data.ms (-1469) (- | m/z 57.10 100.00%
57.1
- \M\MJ\‘\?
T
113.1 12.00
ob bbbl 1021 2162 2848 3410387.2 443 /7 43,10  57.90%
miz--> 50 100 150 200 250 300 350 400
Abundance #22081: Nonane, 3-methyl-
57.0
5000 — :
12.00
m/z 71.10 51.28%
‘ 112.0
O ““““\}\‘M“‘“““““‘““"“““““““““
m/z--> 50 100 150 200 250 300 350 400
Abundance #22103: Octane, 2,6-dimethyl-
57.0
]
12.00
5000 m/z 41.10 30.51%
113.0
ok “u‘lwh“’HwHH‘HH,HH_WWH_W
m/z--> 50 100 150 200 250 300 350 400
Abundance #45502: Decane, 2,4-dimethyl- —
43.0 12.00
m/z 56.10 23.99%
5000
” 112.0
okt e e —
m/z--> 50 100 150 200 250 300 350 400 12.00

SFAM-EPA-BG091923.MA.M Wed Sep 27 17:26:28 2023 Page: 79



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.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 76 1-Methylindan-2-one Concentration Rank 66
R.T. EstConc Area Relative to ISTD R.T.
12.994 4.78 ng/ul 493431 Naphthalene-d8 11.143
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methylindan-2-one 146 C10H1e0 035587-60-1 95
2 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 90
3 1H-Inden-1-one, 2,3-dihydro-3-me... 146 C10H100 006072-57-7 81
4 1-Nonen-3-one, 1-phenyl- 216 C15H200 030669-47-7 58
5 1-Nonen-3-one, 1-phenyl- 216 C15H200 030669-47-7 50
Abundance Scan 1635 (12.994 min): BG059205.D\data.ms (-1628) (- | m/z 131.00 100.00%
131.0
5000
51.0
R e e e
L
ob bbb Lld 2790 2841 427, ;146,05 72.12%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #24910: 1-Methylindan-2-one
131.0
5000 ey e \/\\ = : f}\
13.00
77.0 m/z 103.05 35.03%
250
O\\‘\9}“\“‘\””1‘J‘H‘\H\“\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

miz—> 0 50 100 150 200 250 300 350 400
Abundance #24958: 1H-Inden-1-one, 2,3-dihydro-2-methyl-

131.0
AL
13.00
5000 ITI/Z 117.10 33.15%
39.0 0‘ }
EUAT 8 U
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #24957: 1H-Inden-1-one, 2,3-dihydro-3-methyl- /‘/\’T/\'H‘W R
131.0 13.00
m/z 51.05 30.16%
5000
51.0
0 ‘J“\L‘ ll‘ J uu\ } l ‘““ I B B B A I —
m/z--> 0 50 100 150 200 250 300 350 400 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.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 77 Phthalic acid, di(2-propylp... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
23.740 17.76 ng/ul 493272  Chrysene-d12 21.995
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, di(2-propylpentyl... 390 C24H3804 1000377-93-5 59
2 Phthalic acid, dodecyl 4-methylp... 418 C26H4204 1000356-88-2 50
3 Phthalic acid, 4-methylpent-2-yl... 376 C23H3604 1000356-87-9 50
4 Phthalic acid, 4-methylpent-2-yl... 446 C28H4604 1000356-88-4 50
5 Phthalic acid, dodecyl hept-3-yl... 432 C27H4404 1000356-99-6 50

Abundance Scan 3464 (23.740 min): BG059205.D\data.ms (-3454) (- | m/z 149.00 100.00%

149.0
5000 431
Py ke
23.50 24.00
207.0 307.2
0 “JM%*' b 2028 4292 836 n/7 167.10  39.17%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #295658: Phthalic acid, di(2-propylpentyl) ester
149.0
5000 “”/M [ B e s
23.50 24.00

m/z 43.10 37.57%

57|'0 279.0

\\\u‘“\q‘\ﬂ\‘l\'\\\\l\\\’\\\\‘\\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘

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

Abundance #312588: Phthalic acid, dodecyl 4-methylpent-2-yl ester
149.0

T T
23.50 24.00

5000 m/z 57.10  31.74%

43.0 335.0
m/z--> 50 100 150 200 250 300 350 400 450 500

Abundance #284833: Phthalic acid, 4-methylpent-2-yl nonyl ester —— ——
149.0 23.50 24.00

m/z 69.10 30.91%

5000
43.0
old bl L 203.0

: T
m/z--> 50 100 150 200 250 300 350 400 450 500 23.50 24.00

o

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59205.D

Acqg On : 26 Sep 2023 21:08
Operator : MA/JU

Sample : 04450-14

Misc :

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91923.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: ng/ul 426689 .300 2676600 20.
(DEL) Alkane: ng/ul 767280 .300 2676600 20.
(DEL) Alkane: ng/ul 533457 .300 2676600 20.
(DEL) Alkane: ng/ul 594732 .300 2676600 20.
Tetrachloroeth ng/ul 47305800 300 2676600 20.
(DEL) Alkane: ng/ul 982216 .300 2676600 20.
(DEL) Alkane: ng/ul 843275 .300 2676600 20.
(DEL) Alkane: ng/ul 704928 .300 2676600 20.
(DEL) Alkane: ng/ul 1918740 300 2676600 20.
(DEL) Alkane: .. ng/ul 1103520 .300 2676600 20.
1-Octanol, 2-bu... ng/ul 428038 .300 2676600 20.
(DEL) Alkane: C... ng/ul 1896150 .300 2676600 20.
(DEL) Alkane: S... ng/ul 546120 300 2676600 20.
8-Octadecenal ng/ul 511144 .300 2676600 20.
(DEL) Alkane: C... ng/ul 367351 .300 2676600 20.
(DEL) Alkane: C... ng/ul 800102 .300 2676600 20.
(DEL) Alkane: S... ng/ul 1893020 300 2676600 20.
Sulfurous acid,... ng/ul 2640290 .300 2676600 20.
(DEL) Alkane: C... ng/ul 1320100 .300 2676600 20.
(DEL) Alkane: C... ng/ul 579086 .300 2676600 20.
Heptyl tetradec... ng/ul 561369 300 2676600 20.
(DEL) Alkane: S... ng/ul 1958320 .300 2676600 20.
Sulfurous acid,... ng/ul 1815760 .300 2676600 20.
(DEL) Alkane: S... ng/ul 2221880 .300 2676600 20.
(DEL) Alkane: S... ng/ul 1462590 300 2676600 20.
(DEL) Alkane: S... ng/ul 10241300 2676600 20.
Hexadecyl octyl... 1358730 .300 2676600 20.
(DEL) Alkane: C... ng/ul 10263700 .300 2676600 20.
(DEL) Alkane: C... ng/ul 1481430 300 2676600 20.
unknown-01 ng/ul 1600480 .300 2676600 20.
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(DEL) Alkane: S.. 077 9 ng/ul 1316050 .300 2676600 20.
(DEL) Alkane: S.. 101 13 ng/ul 1843320 .300 2676600 20.
(DEL) Alkane: S.. 160 5 ng/ul 717129 300 2676600 20.
(DEL) Alkane: S.. 195 21 ng/ul 2830950 .300 2676600 20.
unknown-02 242 10 ng/ul 1443170 .300 2676600 20.
(DEL) Alkane: S.. 301 5 ng/ul 679503 .300 2676600 20.
(DEL) Alkane: C.. 553 27 ng/ul 3690300 300 2676600 20.
(DEL) Alkane: C.. 677 16 ng/ul 2155060 .300 2676600 20.
(DEL) Alkane: C.. 724 22 ng/ul 3027150 .300 2676600 20.
unknown-03 765 7 ng/ul 941102 .300 2676600 20.
(DEL) Alkane: C.. 923 4 ng/ul 643108 300 2676600 20.
(DEL) Alkane: C.. 959 11 ng/ul 1572660 .300 2676600 20.
(DEL) Alkane: C.. 012 8 ng/ul 1132010 .300 2676600 20.
(DEL) Alkane: S.. 129 20 ng/ul 2754590 .300 2676600 20.
(DEL) Alkane: S.. .200 106. ng/ul 14188600 300 2676600 20.
Octadecyl trifl.. 364 6 ng/ul 879989 .300 2676600 20.
(DEL) Alkane: S.. .411 26. ng/ul 3607160 .300 2676600 20.
(DEL) Alkane: S.. .482 22. ng/ul 3066210 .300 2676600 20.
(DEL) Alkane: C.. .540 38. ng/ul 5081140 300 2676600 20.
(DEL) Alkane: C.. .587 22. ng/ul 3056550 .300 2676600 20.
(DEL) Alkane: S.. .646 9. ng/ul 1252480 .300 2676600 20.
(DEL) Alkane: C.. .687 9. ng/ul 1282780 .300 2676600 20.
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(DEL) Alkane: S... 8.752 22.7 ng/ul 30322406 1 8.300 2676600

(DEL) Alkane: S... 8.811 39.2 ng/ul 5248200 1 8.300 2676600
Nonane, 1-iodo- 8.916 15.5 ng/ul 2071280 1 8.300 2676600
Naphthalene, de... 9.122 40.3 ng/ul 5389780 1 8.300 2676600
1,12-Dodecanediol 9.245 3.8 ng/ul 503026 1 8.300 2676600
n-Tridecan-1-ol 9.322 17.2 ng/ul 2305270 1 8.300 2676600
Succinic acid, 9.369 37.0 ng/ul 4945840 1 8.300 2676600
Propanedinitril... 9.574 12.1 ng/ul 1621550 1 8.300 2676600
unknown-04 9.621 14.3 ng/ul 1918500 1 8.300 2676600 .
(DEL) Alkane: S... 9.710 26.9 ng/ul 3605370 1 8.300 2676600 20.0
Oxalic acid, al... 9.809 10.2 ng/ul 1056120 2 11.143 2066230 20.0
(DEL) Alkane: S... 9.874 30.6 ng/ul 3156770 2 11.143 2066230 20.0
Benzene, 1-ethy... 9.909 11.9 ng/ul 1230350 2 11.143 2066230 20.0
trans-Decalin, ... 10.009 33.4 ng/ul 3447050 2 11.143 2066230 20.0
unknown-05 10.103 12.0 ng/ul 1236920 2 11.143 2066230 20.0
unknown-06 10.280 44.7 ng/ul 4615470 2 11.143 2066230 20.0
(DEL) Alkane: S... 10.374 15.7 ng/ul 1623790 2 11.143 2066230 20.0
1-Phenyl-1-butene 10.497 9.1 ng/ul 944444 2 11.143 2066230 20.0
Decyl isobutyl ... 10.562 5.5 ng/ul 567910 2 11.143 2066230 20.0
unknown-07 10.667 6.4 ng/ul 662032 2 11.143 2066230 20.0
(DEL) Alkane: S... 11.196 20.0 ng/ul 2066230 2 11.143 2066230 20.0
(DEL) Alkane: C... 11.772 6.8 ng/ul 697528 2 11.143 2066230 20.0
(DEL) Alkane: S... 12.048 4.2 ng/ul 432624 2 11.143 2066230 20.0
1-Methylindan-2... 12.994 4.8 ng/ul 493431 2 11.143 2066230 20.0
Phthalic acid, ... 23.740 17.8 ng/ul 493272 5 21.995 555412 20.90
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