LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51831.D

Acqg On : 28 Dec 2021 16:06
Operator : CG/JU

Sample : M5215-05DL 5X

Misc :

ALS Vvial : 38 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-BG121421.M
Title : SVOA CALIBRATION

Signal : TIC: BGO51831.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.432 326 331 337 rBvV2 171165 289558 ©.76% 0.089%
2 5.691 368 375 376 rVWVW3 273375 509116 1.34% 0.156%
3 5.755 377 386 393 rVWW 5757692 11589699 30.57% 3.553%
4 5.844 393 401 402 rVW 316022 622537 1.64% 0.191%
5 5.908 402 412 421 rVB 13636213 37912541 100.00% 11.624%
6 6.126 443 449 458 rBV3 236844 597613 1.58% 0.183%
7 6.214 458 464 467 rBV 436867 800850 2.11% 0.246%
8 6.272 467 474 483 rVB2 9065055 16705583 44.06% 5.122%
9 6.355 483 488 495 rBv2 148991 269952 0.71% 0.083%
106 6.525 510 517 525 rBv4 879561 2243991 5.92% 0.688%
11 6.648 532 538 545 rVB2 639537 1324037 3.49% 0.406%
12 6.748 545 555 562 rBV5 1166594 2884824 7.61% 0.884%
13 6.819 562 567 572 rVB 1611849 2412304 6.36% 0.740%
14 6.907 572 582 595 rBV4 1651756 4977860 13.13%  1.526%
15 7.024 597 602 607 rVB2 328477 589539 1.55% 0.181%
16 7.089 607 613 618 rBV3 428580 820104 2.16% 0.251%
17 7.165 618 626 631 rBV3 799623 2015351 5.32% 0.618%
18 7.259 631 642 649 rBv2 2859631 8176046 21.57% 2.507%
19 7.324 649 653 656 rBV 2052124 3302431 8.71% 1.013%
20 7.371 656 661 666 rVB 5698619 9768570 25.77%  2.995%
21 7.430 666 671 677 rVB2 5461582 9624931 25.39%  2.951%
22 7.506 677 684 691 rVB 4493241 7968672 21.02% 2.443%
23 7.571 691 695 697 rBvV2 213391 324980 0.86% 0.100%
24 7.606 697 701 707 rVB4 463572 823495 2.17% 0.252%
25 7.671 707 712 717 rBV 3261061 5367159 14.16% 1.646%
26 7.770 725 729 734 rBV 732222 1164953 3.07% 0.357%
27 7.847 739 742 747 rVB 452885 698773 1.84% 0.214%
28 7.923 747 755 758 rBV 11232078 21739353 57.34% 6.665%
29 7.953 758 760 767 rVB 9934619 13628226 35.95% 4.178%
30 8.017 767 771 776 rVB3 665884 1040380 2.74% 0.319%
31 8.088 776 783 784 rBV3 286257 620557 1.64% ©.190%
32 8.117 784 788 792 rVB2 336501 411006 1.08% 0.126%
33 8.199 792 802 808 rBV5 802637 2336950 6.16% 0.716%
34 8.276 808 815 820 rVB 3934813 7130715 18.81% 2.186%
35 8.334 820 825 827 rBV 841699 1471182 3.88% 0.451%

36 8.417 833 839 845 rVB2 4420755 7994676 21.09%  2.451%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51831.D

Acqg On : 28 Dec 2021 16:06
Operator : CG/JU

Sample : M5215-05DL 5X

Misc :

ALS Vvial : 38 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-BG121421.M
Title : SVOA CALIBRATION
37 8.481 845 850 854 rBV4 1232948 1863383 4.91% 0.571%
38 8.540 854 860 864 rBV2 1721368 3110534 8.20% 0.954%
39 8.593 864 869 874 rVV 1879611 3102704 8.18% 0.951%
40 8.675 875 883 889 rVB 2862044 5433418 14.33% 1.666%
41 8.728 889 892 897 rVB6 280349 462069 1.22% 0.142%
42 8.787 897 902 904 rBvV 793497 1303848 3.44% 0.400%
43 8.845 904 912 916 rVV2 3151909 7717906 20.36% 2.366%
44 8.881 916 918 922 rVB 1662061 2064649 5.45% 0.633%
45  8.945 922 929 942 rVB4 4293948 11188713 29.51% 3.430%
46 9.063 942 949 953 rBV 1857976 3406789 8.99% 1.045%
47 9.104 953 956 959 rVB 699686 865455  2.28%  0.265%
48 9.145 959 963 968 rBv 852487 1544781 4.07% 0.474%
49 9.251 977 981 986 rBV 845214 1218472 3.21% 0.374%
50 9.304 986 990 998 rVB 1318294 2510445 6.62% 0.770%
51 9.409 998 1008 1018 rBV2 2824979 6369761 16.80% 1.953%
52 9.539 1018 1030 1035 rBV 6142051 12824420 33.83% 3.932%
53 9.656 1040 1050 1059 rBV9 1378997 4625557 12.20% 1.418%
54 9.756 1059 1067 1068 rVV 787505 1557495 4.11% 0.478%
55 9.779 1069 1071 1080 rVV6 1068278 1948491 5.14% 0.597%
56 9.879 1080 1088 1093 rVV6 553292 1347561 3.55% 0.413%
57 9.938 1093 1098 1103 rVV2 1417231 2579190 6.80% 0.791%
58 9.997 1103 1108 1112 rVV 1454372 2483516 6.55% 0.761%
59 10.044 1112 1116 1125 rVB3 597383 1352803 3.57% 0.415%
60 10.185 1132 1140 1144 rBv4 452638 1244687 3.28% 0.382%
61 10.232 1144 1148 1153 rVV2 1008941 1764467 4.65% 0.541%
62 10.302 1153 1160 1165 rVV3 1056314 2121890 5.60% 0.651%
63 10.373 1165 1172 1178 rVV3 681093 1982988 5.23% 0.608%
64 10.449 1179 1185 1190 rVV3 738992 1434304 3.78% 0.440%
65 10.520 1190 1197 1203 rVV3 1574151 3412000 9.00% 1.046%
66 10.572 1203 1206 1211 rVV3 449336 772250 2.04% 0.237%
67 10.631 1211 1216 1220 rVV 529242 937338 2.47% 0.287%
68 10.690 1223 1226 1231 rVVv4 351118 634511 1.67% ©.195%
69 10.749 1231 1236 1242 rVB 350267 674905 1.78% 0.207%
70 10.813 1242 1247 1256 rVB2 250947 584846 1.54% 0.179%
71 11.007 1276 1280 1286 rVV4 293656 627708 1.66% 0.192%
72 11.078 1286 1292 1301 rVV 2345354 4421902 11.66% 1.356%
73 11.178 1301 1309 1315 rVV 3151440 6561820 17.31% 2.012%
74 11.266 1315 1324 1331 rVV2 759675 1607556 4.24%  0.493%
75 11.330 1331 1335 1342 rVB2 206687 367941 0.97% 0.113%

76 11.818 1413 1418 1423 rBV3 237833 453532 1.20% 0.139%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51831.D

Acqg On : 28 Dec 2021 16:06
Operator : CG/JU

Sample : M5215-05DL 5X

Misc :

ALS Vvial : 38 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-BG121421.M

Title : SVOA CALIBRATION

77 11.859 1423 1425 1433 rVB2 126114 229584 0.61% 0.070%
78 11.935 1433 1438 1446 rBv4 216976 405462 1.07% 0.124%
79 12.012 1446 1451 1460 rBV2 330689 602859 1.59% 0.185%
80 12.123 1463 1470 1474 rBV 597700 998789 2.63% 0.306%
81 12.211 1481 1485 1491 rVB3 143033 230589 0.61% 0.071%
82 12.511 1528 1536 1545 rBV 1581697 2429226 6.41% 0.745%
83 12.646 1555 1559 1565 rVV3 132444 263124 0.69% 0.081%
84 12.770 1565 1580 1590 rVB 4738745 9337812 24.63% 2.863%
85 12.981 1609 1616 1624 rVB 2015156 3313863 8.74% 1.016%
86 13.169 1644 1648 1656 rVV3 324914 739138 1.95% 0.227%
87 13.304 1666 1671 1678 rVV 165042 270055 ©0.71% 0.083%
88 13.445 1689 1695 1701 rVB 290103 441080 1.16% ©.135%
89 13.727 1736 1743 1752 rBV2 923689 1920294 5.07% 0.589%
90 13.944 1775 1780 1790 rVB 158962 323652 0.85% 0.099%
91 14.074 1797 1802 1803 rBV 163850 223938 ©.59% 0.069%
92 14.232 1823 1829 1834 rBV 225837 391900 1.03% 0.120%
93 14.291 1834 1839 1844 rVB2 194044 342294 0.90% 0.105%
94 14.908 1933 1944 1950 rBV3 326747 799852  2.11% 0.245%
95 14.978 1951 1956 1964 rVV 142021 312521 0.82% 0.096%
96 15.701 2076 2079 2083 rBV 173068 247026 ©.65% 0.076%
97 16.623 2233 2236 2240 rVB2 260778 337756 ©.89% 0.104%
98 17.657 2409 2412 2419 rVB 330922 485183  1.28% 0.149%
99 21.975 3142 3147 3161 rVB2 245037 464088 1.22% 0.142%
100 25.476 3734 3743 3757 rVB 115253 408062 1.08% ©0.125%

Sum of corrected areas: 326163266
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51831.D

Acqg On : 28 Dec 2021 16:06
Operator : CG/JU

Sample : M5215-05DL 5X

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG051831.D\data.ms
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Abundance TIC: BG051831.D\data.ms
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Abundance TIC: BG051831.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51831.D

Acqg On : 28 Dec 2021 16:06
Operator : CG/JU

Sample : M5215-05DL 5X

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 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 Ethylbenzene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.755 32.51 ng/ul 11589700 1,4-Dichlorobenzene-d4 8.287

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethylbenzene 106 C8H10 000100-41-4 96
2 Ethylbenzene 106 C8H10 000100-41-4 94
3 o-Xylene 106 C8H1e 000095-47-6 91
4 o-Xylene 106 C8H1e 000095-47-6 91
5 1,3-Cyclopentadiene, 5-(1-methyl... 106 C8H1@ 002175-91-9 91
Abundance Scan 386 (5.755 min): BG051831.D\data.ms (-377) (-) m/z 91.15 100.00%
91.2
5000 106.2 /\
e AR mamEs ST
39.1 51"1 67'2 77H'2 5.40 5.60 5.80 6.00

o‘wHH‘w‘H‘e‘_‘HJJ‘H‘u‘h‘_suu‘_m“‘wm‘mww m/z 106.15  42.37%

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

Abundance #5731: Ethylbenzene

91.0
106.0 5.40 5.60 5.80 6.00
' m/z 51.15 16.71%
51.0 65.0 77.0
39.0
\\‘]\-!\5\.\0‘\2\3\.(‘)\\\\“\\\\H}\\\‘H\‘\\‘\}\H“\\\\“1\\\‘\‘\‘\‘\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5733: Ethylbenzene
91.0
5.40 5.60 5.80 6.00
5000 m/z 65.15 16.67%
106.0
51.0
27.0 390 ‘ 65.0 77.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5728: 0-Xylene
91.0 5.40 5.60 5.80 6.00
m/z 77.15 15.25%
106.0
5000
39.0 51.0 77.0
ol 0220 "1 P S b
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51831.D

Acqg On : 28 Dec 2021 16:06
Operator : CG/JU

Sample : M5215-05DL 5X

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 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 o0-Xylene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.908 106.34 ng/ul 37912500 1,4-Dichlorobenzene-d4 8.287

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Xylene 106 C8H10 000095-47-6 90
2 p-Xylene 106 C8H1e0 000106-42-3 76
3 p-Xylene 106 C8H10 000106-42-3 70
4 Ethylbenzene 106 C8H10 000100-41-4 64
5 3,5-Octadiyne 106 C8H10 016387-70-5 62
Abundance Scan 412 (5.908 min): BG051831.D\data.ms (-402) (-) m/z 91.15 100.00%
91.2
5000
51.1
 AEEEEEEE T
73 5.60 5.80 6.00 6.20
0 911292 1519 m/z 106.15  83.77%
m/z--> 20 40 60 80 100 120 140 160
Abundance #5730: 0-Xylene
91.0
5.60 5.80 6.00 6.20
m/z 105.10  53.53%
390 650 ‘
O\\\‘\‘\\\“\\“}‘\“‘\‘\\\‘H‘\\l\“\‘\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #5720: p-Xylene
91.0 /\
 AAEmamEE T
5.60 5.80 6.00 6.20
5000 m/z 77.15 38.20%
L N T Y R —
m/z--> 200 40 60 80 100 120 140 160
Abundance #5723: p-Xylene
91.0 5.60 5.80 6.00 6.20
m/z 51.15 27.34%
5000
51.0
£ 1
m/z--> 200 40 60 80 100 120 140 160 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51831.D

Acqg On : 28 Dec 2021 16:06
Operator : CG/JU

Sample : M5215-05DL 5X

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 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: Cyclic6.214 Concentration Rank 60
R.T. EstConc Area Relative to ISTD R.T.
6.214 2.25 ng/ul 800850 1,4-Dichlorobenzene-d4 8.287

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 91
2 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 90
3 Cyclohexane, 1l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 87
4 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 87
5 Cyclohexane, 1l-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 86
Abundance Scan 464 (6.214 min): BG051831.D\data.ms (-458) (-) m/z 97.15 100.00%
55.1 1.2
5000
391 [T T T T[T rrrryrs
‘ 81.2 126.2 5.80 6.00 6.20 6.40 6.60
0 HwWwm‘iHHwNu‘mum“mW‘_me!w‘_‘ m/z 55.15 88.59%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #13286: Cyclohexane, 1-ethyl-4-methyl-, cis-
58.0 97.0
5000
5.80 6.00 6.20 6.40 6.60
39,0 m/z 41.15  32.46%
‘ | ‘ 81.0 ‘ 126.0
O H‘H\\‘H\\‘HHiUH\“\U\‘\‘\HM}\H\“\‘H\‘\Hl‘HH‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #13276: 1-Ethyl-3-methylcyclohexane (c,t)
97.0
55.0
5.80 6.00 6.20 6.40 6.60
5000 m/z 69.15 23.61%
126.0
0‘w‘ﬂwuJMHHMMprw‘Juuuﬂmuwulwuwuuwum‘uuw‘

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140

Abundance #13285: Cyclohexane, 1-ethyl-4-methyl-, cis- R e

55.0 97.0 5.80 6.00 6.20 6.40 6.60

m/z 96.10 13.09%
5000
27.0
‘ ‘ 126.0
81.0
0 _m,uu_u/‘\_uwu
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51831.D

Acqg On : 28 Dec 2021 16:06
Operator : CG/JU

Sample : M5215-05DL 5X

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 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 p-Xylene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.272 46.86 ng/ul 16705600 1,4-Dichlorobenzene-d4 8.287

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Xylene 106 C8H10 000106-42-3 95
2 p-Xylene 106 C8H1e0 000106-42-3 95
3 p-Xylene 106 C8H1e 000106-42-3 95
4 o-Xylene 106 C8H1e 000095-47-6 94
5 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 94
Abundance Scan 474 (6.272 min): BG051831.D\data.ms (-467) (-) m/z 91.15 100.00%
91.2
106.2
5000
431 571 k
77.2 A RRmEEEEEE T
H ‘ | ‘ L ‘ 128.3 6.00 6.20 6.40 6.60
Obrrrrreprreerereter il el ol 1283 47 106,15 55.08%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5723: p-Xylene
91.0
L /\
5000 LB L L L B A L
106.0 6.00 6.20 6.40 6.60
510 770 m/z 43.15 31.35%
27.0 \ \ ‘
O H‘\H\‘HH‘\H\“\H\}}‘H\HHH‘H\U‘\H\’l\\\‘\M\‘\’HH‘HH’HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5725: p-Xylene
1 JAN
o AREEEAREEESLEE L
6.00 6.20 6.40 6.60
106.0
5000 m/z 57.15 28.37%

o

51.0 77.0
10 “2‘5*7*3% l‘o e e T
m/z-->
Abundance #5724: p-Xylene /\ T ‘M

91.0 6.00 6.20 6.40 6.60
m/z 105.15 27.01%

5000 106.0

210 51\0 \ 77\\\0 \
i A L

O rrprrrrprrerprreeprrre et b ey N o IR
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.00 6.20 6.40 6.60

—
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51831.D

Acqg On : 28 Dec 2021 16:06
Operator : CG/JU

Sample : M5215-05DL 5X

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 5 (DEL) Alkane: Cyclic6.525 Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
6.525 6.29 ng/ul 2243990 1,4-Dichlorobenzene-d4 8.287

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-1,3-Diethylcyclopentane 126 CSH18 1000113-87-1 43
2 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 38
3 trans-1,2-Diethyl cyclopentane 126 CO9H18 000932-40-1 38
4 Oxirane, (2-methylbutyl)- 114 C7H140 053229-42-8 35
5 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 35

Abundance Scan 517 (6.525 min): BG051831.D\data.ms (-510) (-) m/z 43.15 100.00%

3.1
69.1
w T MJL
125.2 R AARERSEETREEE R
‘ H H 6.20 6.40 6.60 6.80
bl b 1422, 57 05 82.32%
miz--> 20 40 60 80 100 120 140
Abundance #13243: trans-1,3-Diethylcyclopentane
55.0
97.0
5000 L L B L I R B
6.20 6.40 6.60 6.80
70.0
39l0 m/z 55.15 77.69%
u -
O\]_\5\‘0‘\‘1‘\\}‘\\‘\‘\“\”‘1‘\\“‘H\\\“\\\\‘\\\\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance #7690: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
6.20 6.40 6.60 6.80
5000 m/z 41.15 73.08%
112.0
39 7?0
| Y S VI R —
m/z--> 20 40 60 80 100 120 140
Abundance #13265: trans-1,2-Diethyl cyclopentane
55.0 97.0 6.20 6.40 6.60 6.80
m/z 69.10 55.94%
5000
70.0
sgﬁJ ‘ 126.0
0 15.0 H ‘ il ‘H \H H

m/z--> 20 40 60 80 100 120 140 6.20 6.40 6.60 6.80

SFAM-EPA-BG121421.M Fri Dec 31 22:40:22 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51831.D

Acqg On : 28 Dec 2021 16:06
Operator : CG/JU

Sample : M5215-05DL 5X

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 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 50
R.T. EstConc Area Relative to ISTD R.T.
6.648 3.71 ng/ul 1324040 1,4-Dichlorobenzene-d4 8.287

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,5-dimethyl- 142 C10H22 015869-89-3 83
2 Nonane, 4-methyl- 142 C10H22 017301-94-9 72
3 Heptane, 2,3,4-trimethyl- 142 C1eH22 052896-95-4 72
4 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 59
5 Undecane, 4,5-dimethyl- 184 C13H28 017312-79-7 59

Abundance Scan 538 (6.648 min): BG051831.D\data.ms (-532) (-) m/z 57.15 100.00%

57.1
5000 4
| | a1 97‘-2 o 14en 6.40 6.60 6.80 7.00
oHH‘HH‘mm‘mm”s“_mww_m m/z 43.15  81.65%
miz--> 20 40 60 80 100 120 140
Abundance #22090: Octane, 2,5-dimethyl-
57.0
5000
6.40 6.60 6.80 7.00
41,0 m/z 41.15 51.39%
99.0 /
oL150 || | | ) 830 | 126.0142.0
\\\\‘\\\\‘\\\\‘\\\f{\\\\‘\\f\‘\\\\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance #22083: Nonane, 4-methyl-
57.0
6.40 6.60 6.80 7.00
5000 ITI/Z 71.15 41.92%
41.0
98.0
o230 | | 790 | 12601420
L i maan e L
miz--> 20 40 60 80 100 120 140
Abundance #22118: Heptane, 2,3,4-trimethyl-
57.0 6.40 6.60 6.80 7.00
m/z 70.15 35.90%
5000
41,0
‘ 99.0
Ob—— \‘2\5@\ \“‘1 \ \‘1“ s \8‘3\'9\ \H‘ O B man R ANEE L RARRR A
m/z--> 20 40 60 80 100 120 140 6.40 6.60 6.80 7.00

SFAM-EPA-BG121421.M Fri Dec 31 22:40:23 2021
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\

BGO51831.D

: 28 Dec 2021 16:06
: CG/JU
: M5215-05DL 5X

: SVOA CALIBRATION

: 38 Sample Multiplier: 1

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

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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

6.748
Hit# of 5

1 Benzene,
2 Benzene,
3 Benzene,
4 Benzene,

7 Benzene, (1-methylethyl)-

Concentration Rank 32

EstConc Area Relative to ISTD R.T.
8.09 ng/ul 2884820 1,4-Dichlorobenzene-d4 8.287
Tentative ID MW MolForm CASH# Qual
(1-methylethyl)- 120 C9H12 000098-82-8 92
(1-methylethyl)- 120 C9H12 000098-82-8 64
(1-methylethyl)- 120 C9H12 000098-82-8 64
(1-methylethyl)- 120 C9H12 000098-82-8 60
1,2,3-trimethyl- 120 C9H12 000526-73-8 58

5 Benzene,

Abundance Scan 555 (6.748 min): BG051831.D\data.ms (-545) (-)

m/z 105.15 100.00%

6.40 6.60 6.80 7.00
m/z 57.15 37.22%

6.40 6.60 6.80 7.00
m/z 43.15 31.77%

6.40 6.60 6.80 7.00
m/z 41.15 30.80%

6.40 6.60 6.80 7.00
m/z 120.15 25.12%

105.2
5000
57.1
39 r 77.2
o Ml sz
m/z--> 20 40 60 80 100 120 140 160
Abundance #10706: Benzene, (1-methylethyl)-
105.0
5000
51.0 77.0
27.0 ‘ ‘
O \\\‘\‘\\\“‘\\u\“\‘\\\“\\‘\\“{‘\\\“\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #10714: Benzene, (1-methylethyl)-
105.0
5000
77.0
270 10 | |
ottt e e e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #10713: Benzene, (1-methylethyl)-
105.0
5000
77.0
27.0 MSTO“ ‘J R
ol e M e
m/z--> 20 40 60 80 100 120 140 160

SFAM-EPA-BG121421.M Fri Dec 31 22:40:23 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51831.D

Acqg On : 28 Dec 2021 16:06
Operator : CG/JU

Sample : M5215-05DL 5X

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
6.819 6.77 ng/ul 2412300 1,4-Dichlorobenzene-d4 8.287

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 90
2 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 90
3 Nonane, 3-methyl- 142 C10H22 005911-04-6 87
4 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 83
5 Nonane, 3-methyl- 142 C1eH22 005911-04-6 83
Abundance Scan 567 (6.819 min): BG051831.D\data.ms (-562) (-) m/z 57.15 100.00%
57.1
5000 411 i
‘ 85.2 113.2 6.40 6.60 6.80 7.00 7.20
b M L1422 115 66.71%
miz--> 20 40 60 80 100 120 140
Abundance #22091: Octane, 2,6-dimethyl-
57.0
5000
6.40 6.60 6.80 7.00 7.20
4L m/z 43.15 61.43%
‘ 113.0
85.0
0 \1\5\.()‘\‘\‘\ \““\ T 1“’ T \H} T ‘ {‘\ T ‘ T f‘ T ‘ T \]\-4‘.2\.0\\
miz-> 20 40 60 80 100 120 140
Abundance #22095: Octane, 3,6-dimethyl-
57.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 41.15 49.71%
41.0
113.0
ol 200 T P s R R £
m/z--> 20 40 60 80 100 120 140
Abundance #22077: Nonane, 3-methyl- R B
57.0 6.40 6.60 6.80 7.00 7.20
m/z 56.15 34.43%
5000
41.0
112.0
85.0
0 Ze‘b \‘ ‘\ illy l H 127.0142.0

|
m/z--> 20 40 60 80 100 120 140 6.40 6.60 6.80 7.00 7.20

SFAM-EPA-BG121421.M Fri Dec 31 22:40:24 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51831.D

Acqg On : 28 Dec 2021 16:06
Operator : CG/JU

Sample : M5215-05DL 5X

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 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 Cyclohexanone, 2,3-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
6.907 13.96 ng/ul 4977860 1,4-Dichlorobenzene-d4 8.287

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 2,3-dimethyl- 126 C8H140 013395-76-1 86
2 Cyclohexane, propyl- 126 C9H18 001678-92-8 72
3 Cyclohexane, propyl- 126 CO9H18 001678-92-8 72
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 64
5 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 53
Abundance Scan 582 (6.907 min): BG051831.D\data.ms (-572) (-) m/z 55.15 100.00%
55.1 83.2
5000
3911
ARREEaaEEE
9go 1262 6.60 6.80 7.00 7.20
N 1422
okl L 2SS m/z 83.15 99.91%
m/z--> 20 40 60 80 100 120 140
Abundance #13079: Cyclohexanone, 2,3-dimethyl-
55.0
83.0
5000
126.0 6.60 6.80 7.00 7.20
98.0 m/z 41.15 69.04%
0 L “\ \“i“!“ \‘H‘\ \“‘1 T \‘\“‘ T M\ | \‘\ T T
miz-> 20 40 60 80 100 120 140
Abundance #13200: Cyclohexane, propyl-
55.0 83.0
R ARAEmasEEE
6.60 6.80 7.00 7.20
5000 m/z 82.15 55.59%
27.0 126.0
1S Y TN AN
miz--> 20 40 60 80 100 120 140
Abundance #13201: Cyclohexane, propyl- I R NARRE RES
83.0 6.60 6.80 7.00 7.20
55.0 m/z 57.15 36.29%
5000
126.0
29.0
PSSO Y N Y N AN PO A AV S WOTR T
m/z--> 20 40 60 80 100 120 140 6.60 6.80 7.00 7.20

SFAM-EPA-BG121421.M Fri Dec 31 22:40:24 2021 Page: 13



Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\

Library Search Compound Report

Data File : BG@51831.D

Acqg On : 28 Dec 2021 16:06
Operator : CG/JU

Sample : M5215-05DL 5X

Misc

ALS vial : 38

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 1@ (DEL) Alkane: Straight-Chai... Concentration Rank 59
R.T. EstConc Area Relative to ISTD R.T.
7.089 2.30 ng/ul 820104 1,4-Dichlorobenzene-d4 8.287

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 30
2 6-Methyl-1,5-heptadiene 110 C8H14 007270-50-0 25
3 1-Pentene, 3,3-dimethyl- 98 C7H14 003404-73-7 22
4 2-Pentene, 3-methyl- 84 C6H12 000922-61-2 22
5 3-Cyclopentylpropionic acid, 3-t... 338 C22H4202 1010293-57-1 22

Abundance Scan 613 (7.089 min): BG051831.D\data.ms (-607) (-) m/z 69.15 100.00%

69.2
125.2
5000
R A RARRE RRRENREEE
“ " | ‘ 6.80 7.00 7.20 7.40
ol ARy 480 nyz os5.15 73.03%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #7587: 1-Hexene, 3,3-dimethyl-
69.0
5000 L B L L B LI BN L IR
6.80 7.00 7.20 7.40
m/z 41.15 61.73%
OL\5\¢P ‘l”‘\“”\l‘\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #6716: 6-Methyl-1,5-heptadiene
41.0
T T T
6.80 7.00 7.20 7.40
5000 ITI/Z 125.15 56.25%
l 110.0
o {H‘M‘1‘H“‘H“H“HH‘HH‘HH‘HH‘H
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #3782: 1-Pentene, 3,3-dimethyl-
69.0 6.80 7.00 7.20 7.40
m/z 95.15 53.15%
) MM
ols'% {”wu"\HH_‘H_HWm_m_m_mw e N Y
m/z--> 50 100 150 200 250 300 350 400 450 6.80 7.00 7.20 7.40

SFAM-EPA-BG121421.M Fri Dec 31 22:40:25 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51831.D

Acqg On : 28 Dec 2021 16:06
Operator : CG/JU

Sample : M5215-05DL 5X

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 11 (DEL) Alkane: Straight-Chai... Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
7.165 5.65 ng/ul 2015350 1,4-Dichlorobenzene-d4 8.287

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 5,6-dimethyl- 184 C13H28 017615-91-7 80
2 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 58
3 Isobutyl nonyl carbonate 244 C14H2803 959311-27-4 53
4 Decane, 5-methyl- 156 C11H24 013151-35-4 53
5 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 52
Abundance Scan 626 (7.165 min): BG051831.D\data.ms (-618) (-) m/z 57.15 100.00%
57.1
- \J\/L/\AMM
98.2 AR RSN R
| ‘ TF#‘ ‘ 1562 6.80 7.00 7.20 7.40
Obrr S b I L 1882 m/z 43.15 80.41%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59058: Undecane, 5,6-dimethyl-
57.0
5000 L LA LI B LI BN B
6.80 7.00 7.20 7.40
290 84.0 m/z 41.15  49.07%
0 | ‘ L “ ‘1130 155.0 184.0
\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\f\‘\\\\‘\\\\‘\\\\‘f\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8646: Hexane, 2,4-dimethyl-
43.0
e AAREEE R
85.0 6.80 7.00 7.20 7.40
5000 m/z 56.15 31.21%
15.0 5 114.0
oHW‘“‘“,‘:HW,S‘ﬁL"‘lm‘_m_m_m_‘wm
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #128342: Isobutyl nonyl carbonate AR TR R
57.0 6.80 7.00 7.20 7.40
m/z 71.15 22.43%
5000
20.0 85.0
L e
om_‘!wm ‘ulw‘lH‘_H‘MHWHWH_H
m/z--> 20 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51831.D

Acqg On : 28 Dec 2021 16:06
Operator : CG/JU

Sample : M5215-05DL 5X

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 12 Benzene, propyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.259  22.93 ng/ul 8176050 1,4-Dichlorobenzene-d4 8.287

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 90
2 Benzene, propyl- 120 C9H12 000103-65-1 78
3 Benzene, propyl- 120 C9H12 000103-65-1 60
4 Benzene, propyl- 120 C9H12 000103-65-1 55
5 1-(Benzylamino)propan-2-ol 165 C10H15NO 1000486-84-7 47
Abundance Scan 642 (7.259 min): BG051831.D\data.ms (-631) (-) m/z 91.10 100.00%
91.1
5000 57.1
411 120.2
“ | 7H4 7.00 7.20 7.40 7.60
Ob el AR 1423 s 5705 49.20%
m/z--> 20 40 60 80 100 120 140
Abundance #10702: Benzene, propyl-
91.0
5000 L B I L LI LN B
7.00 7.20 7.40 7.60
120.0 m/z 43.15  35.43%
39.0 65.0
O\\\‘\‘\\\“‘\\“1\"\\\\“‘\\‘!\‘\‘\\\“\\\\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance #10700: Benzene, propyl-
91.0
R BB
7.00 7.20 7.40 7.60
5000 m/z 41.15 24.23%
65.0 120.0
39.0 ‘
ol280 bl
miz--> 20 40 60 80 100 120 140
Abundance #10701: Benzene, propyl- R EEEEE
91.0 7.00 7.20 7.40 7.60
m/z 120.15  23.75%
5000
120.0
39.0 65.0 /\
) P L L P e e
m/z--> 20 40 60 80 100 120 140 7.00 7.20 7.40 7.60

SFAM-EPA-BG121421.M Fri Dec 31 22:40:26 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51831.D

Acqg On : 28 Dec 2021 16:06
Operator : CG/JU

Sample : M5215-05DL 5X

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 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 26
R.T. EstConc Area Relative to ISTD R.T.
7.324 9.26 ng/ul 3302430 1,4-Dichlorobenzene-d4 8.287

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 2-methyl- 142 C1eH22 000871-83-0 78
2 1-Todo-2-methylundecane 296 C12H25I 073105-67-6 72
3 Hexadecane 226 C1l6H34 000544-76-3 64
4 Octane, 2-methyl- 128 C9H20 003221-61-2 64
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 50
Abundance Scan 653 (7.324 min): BG051831.D\data.ms (-649) (-) m/z 57.15 100.00%
57.1
e EmaEE T e AR
1] ‘98"2 7.00 7.20 7.40 7.60
ol b dol by 221 m/z 43.15  99.63%
miz--> 50 100 150 200 250
Abundance #22078: Nonane, 2-methyl-
43.0
5000 L L L L B L B R
7.00 7.20 7.40 7.60
85.0 m/z 41.15 58.40%
LT o
0 T ‘\ ‘\ ‘ ‘\ ‘1 T T “ T T ‘\ T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #193304: 1-lodo-2-methylundecane
57.0
e ABEEaEEE TR
7.00 7.20 7.40 7.60
5000 m/z 71.15 43.32%
27.0 99.0
ol il L0 1690 puig 296.(
el e e S
m/z--> 50 100 150 200 250
Abundance #107218: Hexadecane
57.0 7.00 7.20 7.40 7.60
m/z 42.15 29.54%
) M\J\Jb
o 27‘\'0“\‘ 10 %0 1410 1830 2260
A e e R A ARaRamaaEae S S,
m/z--> 50 100 150 200 250 7.00 7.20 7.40 7.60

SFAM-EPA-BG121421.M Fri Dec 31 22:40:26 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51831.D

Acqg On : 28 Dec 2021 16:06
Operator : CG/JU

Sample : M5215-05DL 5X

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 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 Benzene, 1,2,3-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.371  27.40 ng/ul 9768570 1,4-Dichlorobenzene-d4 8.287

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 90
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 90
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 89
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 86
Abundance Scan 661 (7.371 min): BG051831.D\data.ms (-656) (-) m/z 105.15 100.00%
105.2
5000 120.2 /\/\/\
77.2 R AR LR
391, H ‘ | 7.00 7.20 7.40 7.60
b O 1802 o 106015 42.78%
miz--> 20 40 60 80 100 120 140
Abundance #10710: Benzene, 1,2,3-trimethyl-
105.0
5000 120.0 /\j\
7.00 7.20 7.40 7.60
39.0 77.0 m/z 91.15 22.24%
O \\\‘\‘\\\‘i‘\\“”\e“z‘hp\\‘\m‘\\“}\‘M‘\\‘\““\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #10725: Benzene, 1-ethyl-3-methyl-
105.0
7.00 7.20 7.40 7.60
5000 m/z 77.15 21.40%
120.0
77.0
210 51\'0 TR
O 0 5 T HL A S B
m/z--> 20 40 60 80 100 120 140
Abundance #10726: Benzene, 1-ethyl-4-methyl- E  Em A RAREE
105.0 7.00 7.20 7.40 7.60
m/z 79.15 16.71%
5000
120.0
77.0
270 R0 L
L e | T
m/z--> 20 40 60 80 100 120 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51831.D

Acqg On : 28 Dec 2021 16:06
Operator : CG/JU

Sample : M5215-05DL 5X

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 15 Mesitylene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.506  22.35 ng/ul 7968670  1,4-Dichlorobenzene-d4 8.287

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 94
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
Abundance Scan 684 (7.506 min): BG051831.D\data.ms (-677) (-) m/z 105.15 100.00%
105.
5000 120.2 A/\/\ /\
77.2 T T T T T T T T
39.1 571 ‘ ‘ ‘ 7.20 7.40 7.60 7.80
Ob e Rl 189 s 106,05 49.75%
miz--> 20 40 60 80 100 120 140
Abundance #10692: Mesitylene
105.0
5000 1200
7.20 7.40 7.60 7.80
m/z 77.15 18.59%
51.0 77.0
O \\\‘2\7\.0\\“\\‘M‘\H“\‘\\\‘H‘\\‘\\‘M‘\\‘\““\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
R B SERRRNERLN
7.20 7.40 7.60 7.80
m/z 91.10 15.63%
5000 1200 /
. 77.0
0 ‘1‘5"0‘ e “‘H Ay ‘G‘Z“XP‘ ‘ ‘M‘ - ‘U‘ “H“H e
miz--> 20 40 60 80 100 120 140
Abundance #10705: Benzene, 1,2,4-trimethyl- R
105.0 7.20 7.40 7.60 7.80
m/z 119.10 14.92%
5000 120.0
28.0 51.0 77.0
okl L
m/z--> 20 40 60 80 100 120 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51831.D

Acqg On : 28 Dec 2021 16:06
Operator : CG/JU

Sample : M5215-05DL 5X

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M

Quant Title : SVOA CALIBRATION

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

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

Peak Number 16 Benzene, 1-ethyl-4-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
7.671 15.05 ng/ul 5367160 1,4-Dichlorobenzene-d4 8.287

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 94
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 93
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 93
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 91
Abundance Scan 712 (7.671 min): BG051831.D\data.ms (-707) (-) m/z 105.15 100.00%
105.2
5000
120.2
772 LI L L L L L L L
39.1 51 H ‘ 7.40 7.60 7.80 8.00

b B2 M 1882 s 100015 33.20%

miz--> 20 40 60 80 100 120 140

Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
5000
7.40 7.60 7.80 8.00
120. 9
79.0 0.0 m/z 77.15 17.64%
90 w0 |

0\\\‘\‘\\\“‘\\‘\\“J\\\“\\i\‘m\\‘\“‘\\\\‘\\

miz-> 20 40 60 80 100 120 140

Abundance #10724: Benzene, 1-ethyl-2-methyl-

105.0
7.40 7.60 7.80 8.00
5000 m/z 91.15 17.02%
120.0
77.0
270 | S0 ]
RN T
miz--> 20 40 60 80 100 120 140
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 7.40 7.60 7.80 8.00
m/z 79.15 15.53%
120.0
5000
39.0 77.0
olb250 b w220 Lo
m/z--> 20 40 60 80 100 120 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51831.D

Acqg On : 28 Dec 2021 16:06
Operator : CG/JU

Sample : M5215-05DL 5X

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 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 2
R.T. EstConc Area Relative to ISTD R.T.
7.923  60.97 ng/ul 21739400 1,4-Dichlorobenzene-d4 8.287

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C10H22 000124-18-5 70
2 Decane 142 C10H22 000124-18-5 64
3 Decane 142 C1OH22 000124-18-5 64
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 59
5 Mesitylene 120 CS9H12 000108-67-8 59
Abundance Scan 755 (7.923 min): BG051831.D\data.ms (-747) (-) m/z 57.15 100.00%
57.1
105.1
5000
7.60 7.80 8.00 8.20
142.3
0 1683 2089 n/z 43.15  93.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22069: Decane
43.0
5000 T T rr T iy
71.0 7.60 7.80 8.00 8.20
m/z 105.10  76.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22067: Decane
43.0
e
7.60 7.80 8.00 8.20
5000 m/z 41.15 68.12%
71.0
IR
0 \H‘\1\\‘pH\‘\\“\\‘H\\‘HH‘\m“\m‘\m‘\m‘uu
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22068: Decane e
43.0 7.60 7.80 8.00 8.20
m/z 71.15 54.24%
5000
71.0
0150\‘ L 990 1420 fL
"w"H“‘H“H“‘H“H“‘H“_“‘_“w“‘w“u T T
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BG@51831.D

Acqg On : 28 Dec 2021 16:06

Operator : CG/JU

Sample : M5215-05DL 5X

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
: SVOA CALIBRATION

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

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

Peak Number 18 Benzene, 1l-ethyl-3-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
7.952  38.22 ng/ul 13628200 1,4-Dichlorobenzene-d4 8.287
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
2 Mesitylene 120 C9H12 000108-67-8 83
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 70
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 68
5 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 64

Abundance Scan 760 (7.952 min): BG051831.D\data.ms (-758) (-) m/z 120.15 100.00%

120.2
5000 .2
51.1
7.60 7.80 8.00 8.20
0 242 2091 /7 105.15  86.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
7.60 7.80 8.00 8.20
m/z 77.15 49.32%
39.0 77.0 ‘
0\]-\5\-‘0\‘\\\“‘\\““\“\‘\\\m‘\\‘\\‘h‘\\‘\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10695: Mesitylene
105.0
7.60 7.80 8.00 8.20
5000 m/z 91.15 46.02%
39.0 77.0 ‘
) S YR A W ) [ —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0 7.60 7.80 8.00 8.20
m/z 119.15 43.31%
5000
79.0
S
Ot e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BG@51831.D

Acqg On : 28 Dec 2021 16:06

Operator : CG/JU

Sample : M5215-05DL 5X

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
: SVOA CALIBRATION

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

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

Peak Number 20 unknown-01 Concentration Rank 37

R.T. EstConc Area Relative to ISTD R.T.
8.199 6.55 ng/ul 2336950 1,4-Dichlorobenzene-d4 8.287
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Oxirane, 2-methyl-2-phenyl-

2 Benzeneacetaldehyde,
3 Benzeneacetaldehyde,
4 Benzeneacetaldehyde,
5 Benzeneacetaldehyde,

134 CS9H1e0

.alpha.-met... 134 C9H100
.alpha.-met... 134 C9H100
.alpha.-met... 134 C9H1e0
.alpha.-met... 134 C9H100

Abundance Scan 802 (8.199 min): BG051831.D\data.ms (-792) (-)

57.1 105.2
5000
85.2
39 134.2
O \““1 HM“ T “M\ \MMH T ‘H“ ‘J‘\ ‘cw o \‘\ = \1\5\6‘3\
miz--> 20 60 80 100 120 140 160
Abundance #17575: Oxirane, 2-methyl-2-phenyl-
105.0
5000
77.0
O 1T ‘2\7‘\.0\\“ \5\]‘1.(\)“\‘\ T \M‘ T \‘\ T “}‘\ T ‘ \]\-:3\‘4\'(‘)\ 1T ‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance #17622: Benzeneacetaldehyde, .alpha.-methyl-
105.0
5000
77.0
270 51.0 ‘ 13‘4.0
Y S A | NS | S N—
m/z--> 20 40 60 80 100 120 140 160
Abundance #17624: Benzeneacetaldehyde, .alpha.-methyl-
105.0
5000
77.0 134.0
20 L |
Y It VRO | R O M N
m/z--> 20 40 60 80 100 120 140 160

SFAM-EPA-BG121421.M Fri Dec 31 22:40:30 2021

002085-88-3 46
000093-53-8 46
000093-53-8 46
000093-53-8 42
000093-53-8 41

m/z 105.15 100.00%

>

7.80 8.00 8.20 8.40 8.60
m/z 57.15 93.00%

-

7.80 8.00 8.20 8.40 8.60
m/z 43.15 84.34%

-

7.80 8.00 8.20 8.40 8.60
m/z 41.15 44.92%

.

7.80 8.00 8.20 8.40 8.60
m/z 85.15 32.56%

E

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\BG122721\
Data File : BG@51831.D

Acqg On : 28 Dec 2021 16:06

Operator : CG/JU

Sample : M5215-05DL 5X

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
: SVOA CALIBRATION

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

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

Peak Number 21 Benzene, 1,2,4-trimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.

8.417  22.42 ng/ul 7994680 1,4-Dichlorobenzene-d4 8.287
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 89
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 89
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 87
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 87

Abundance Scan 839 (8.417 min): BG051831.D\data.ms (-833) (-)

m/z 105.15 100.00%

105.2
5000
77.2 AR RARRE RS
39.1 F ‘ ‘ ‘ 134.2 8.00 8.20 8.40 8.60 8.80
b1 “,M Al m“‘ el 1342 1850 s 150,15 45.81%
miz--> 20 60 80 100 120 140 160
Abundance #10705:Benzene,l,ZAsunnethyL
105.0
5000 BN
8.00 8.20 8.40 8.60 8.80
28.0 c10 770 m/z 119.15 20.37%
2.0
O \\\‘\“\\\"\\“‘\‘\“\‘\\\M‘\\‘\\‘u‘”\\:’l\.“\\\\‘\\\\‘\
miz--> 40 60 80 100 120 140 160
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0
8.00 8.20 8.40 8.60 8.80
5000 m/z 77.15 18.85%
77.0
270 510 || ‘
SNl e SR R | Y N
m/z--> 20 40 60 80 100 120 140 160
Abundance #10724: Benzene, 1-ethyl-2-methyl-
105.0 8.00 8.20 8.40 8.60 8.80
m/z 91.15 17.27%
5000
77.0
270 510 I ‘
0 ‘H_u‘m,‘umwH‘ww‘mw”‘_m_
m/z--> 20 40 100 120 140 160 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\BG122721\
Data File : BGO51831.D

Acqg On : 28 Dec 2021 16:06
Operator : CG/JU

Sample : M5215-05DL 5X

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 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, 2-ethylhexy... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
8.540 8.72 ng/ul 3110530 1,4-Dichlorobenzene-d4 8.287

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 72
2 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 72
3 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 64
4 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 59
5 Sulfurous acid, 2-propyl undecyl... 278 C14H3003S 1000309-12-2 53

Abundance Scan 860 (8.540 min): BG051831.D\data.ms (-854) (-) m/z 57.15 100.00%

57.1
5000 85.2 M
RN A RARR
U“ | 127.2 8.20 8.40 8.60 8.80
o 38 ol 108277 T 1852 ;71,15 62.80%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #170578: Sulfurous acid, 2-ethylhexyl isohexyl ester
57.0
85.0
5000 UL L B B B BRI
8.20 8.40 8.60 8.80
m/z 43.15 55.19%
29.0 113.0
O\‘\‘\‘\\“‘i\\h“}\h}\‘h‘\\\’\\1\’\\\\’\\\\’\\\\’\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #170577: Sulfurous acid, 2-ethylhexyl hexyl ester
57.0
R RAEER HaE S SR
8.20 8.40 8.60 8.80
5000 85.0 m/z 41.15 45.41%
29.0 113.0
0"NM‘N"wu;leWu“,Hl‘,‘u‘,“‘W““W“
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59061: Undecane, 3,6-dimethyl- R EARRmaE R
57.0 8.20 8.40 8.60 8.80
m/z 85.15 41.14%
5000
29.0 85.0
R e B Y SRPUA M LANYIATR
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51831.D

Acqg On : 28 Dec 2021 16:06
Operator : CG/JU

Sample : M5215-05DL 5X

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 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: Cyclic8.593 Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
8.593 8.70 ng/ul 3102700 1,4-Dichlorobenzene-d4 8.287

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 87
2 Cyclohexane, (2-methylpropyl)- 140 C1eH20 001678-98-4 80
3 Cyclohexane, octyl- 196 C14H28 001795-15-9 72
4 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 64
5 Cyclohexane, propyl- 126 CSH18 001678-92-8 64
Abundance Scan 869 (8.593 min): BG051831.D\data.ms (-864) (-) m/z 83.15 100.00%
83.2
55.1
5000
1403 PO T
“ \H M\ ‘ 1192 . 8.20 8.40 8.60 8.80 9.00
0l S m/z 55.15  79.79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20675: Cyclohexane, butyl-
83.0
55.0
5000 L L L B
8.20 8.40 8.60 8.80 9.00
m/z 82.15 58.32%
290 140.0
O\\\\‘\H\\“H\\\“!“\‘}h\\“l\\\“]\-J\-]\“\O‘\\\\J\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20732: Cyclohexane, (2-methylpropyl)-
55.0 83.0
T T T
8.20 8.40 8.60 8.80 9.00
5000 m/z 41.15 43.09%
27.0 140.0
ow_‘:‘”‘i“m _Hmw‘H‘l?:?mw‘w_m_m_
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71755: Cyclohexane, octyl- R A RAARS ma R Ee
83.0 8.20 8.40 8.60 8.80 9.00
55.0 m/z 67.15 26.12%
5000
29.0
ol T4 1120 1390 1680 1960
R A R o AR R e R RN
m/z--> 20 40 60 80 100 120 140 160 180 200 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\BG122721\
Data File : BGO51831.D

Acqg On : 28 Dec 2021 16:06
Operator : CG/JU

Sample : M5215-05DL 5X

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 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 1Indane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.675 15.24 ng/ul 5433420 1,4-Dichlorobenzene-d4 8.287

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Indane 118 C9H10 000496-11-7 94

2 Indane 118 C9H10 000496-11-7 90

3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 70

4 Indane 118 C9H1e 000496-11-7 70

5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 62

Abundance Scan 883 (8.675 min): BG051831.D\data.ms (-875) (-) m/z 117.10 100.00%

117.1
5000 J\
91.2 e e
39 1 631 ‘ 8.40 8.60 8.80 9.00
bl b 1872 m/z 118.15  57.60%
miz--> 20 40 60 80 100 120 140
Abundance #10181: Indane
117.0
5000 \\\‘\\\\’\\\\‘\\\\‘\\\\

8.40 8.60 8.80 9.00
L“‘ m/z 115.10 38.40%
‘\\\\‘\\\\

91.0
39.0 63.0
O\\l\s\(?\\\\“\\H\\“‘\‘\\\‘\\“\\‘\\\
m/z--> 20 40 60 80 100 120 140
Abundance #10179: Indane
117.0

8.40 8.60 8.80 9.00

5000 ITI z 91.15 21.68%
39.0 5g 91.0
obtzo Loy ly L
m/z--> 20 40 60 80 100 120 140
Abundance #10192: Benzene, 2-propenyl-
117.0 8.40 8.60 8.80 9.00

m/z 63.15 12.52%

5000 91.0

39.0 65.0

OH",HH““m‘“““H‘H‘m‘“‘u RN
m/z--> 20 40 60 80 100 120 140 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51831.D

Acqg On : 28 Dec 2021 16:06
Operator : CG/JU

Sample : M5215-05DL 5X

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 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 Benzene, 1-methyl-3-propyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.845 21.65 ng/ul 7717910 1,4-Dichlorobenzene-d4 8.287

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 94
2 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 81
3 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 81
4 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 76
5 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 74
Abundance Scan 912 (8.845 min): BG051831.D\data.ms (-904) (-) z 105.15 100.00%
105.2
5000 57.1
134.2

‘ 2 ‘ 8.60 8.80 9.00 9.20
m\‘\m M“h‘ A ‘ 154.2

““““““““‘ e L 3542 g 57,15 46.74%

m/z--> 20 100 120 140 160
Abundance #17051 Benzene 1rneﬂwl3 propyl-
105.

5000 S SR
8.60 8.80 9.00 9.20

770 134.0 m/z 134.15 26.44%

39.0 ‘
O \:L\S\.O‘ T H‘\ \“‘\ \“?\SWQ‘\ T \M‘ T \h T “\‘\ \‘\“‘ T T ‘ T T 1T ‘ T
miz--> 20 40 60 100 120 140 160
Abundance #17053:Benzene,14nemyh31wopW—
105.0

8.60 8.80 9.00 9.20

o

5000 ITI z 56.15 23.41%
134.0
39.0 77.0 ‘
ob e e B0 bl
m/z--> 20 40 60 80 100 120 140 160
Abundance #17046: Benzene, (1-methylpropyl)- R R RREERSERS
105.0 8.60 8.80 9.00 9.20

m/z 41.15 18.54%

5000
134.0
wo w0 O

) SN R PR N S EEOOUU N S —
miz--> 20 40 60 80 100 120 140 160 8.60 8.80 9.00 9.20

SFAM-EPA-BG121421.M Fri Dec 31 22:40:32 2021 Page: 28



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51831.D

Acqg On : 28 Dec 2021 16:06
Operator : CG/JU

Sample : M5215-05DL 5X

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 28 (DEL) Alkane: Straight-Chai... Concentration Rank 43

R.T. EstConc Area Relative to ISTD R.T.
8.881 5.79 ng/ul 2064650 1,4-Dichlorobenzene-d4 8.287
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 83
2 Heptane, 3,3,5-trimethyl- 142 C1eH22 007154-80-5 78
3 4-Methyl-3-heptanol, pentafluoro... 276 C11H17F502 1000365-51-7 74
4 Sulfurous acid, isobutyl 2-penty... 208 C9H2003S 1000309-15-2 64
5 Decane, 4-methyl- 156 C11H24 002847-72-5 64
Abundance Scan 918 (8.881 min): BG051831.D\data.ms (-916) (-) m/z 71.15 100.00%
43.1 71.2
5000
e EEBRaREEE e
| 1122 , 8.60 8.80 9.00 9.20
bt b b AL m/z 43.15 96.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33089: Decane, 4-methyl-
43.0
71.0
5000 LB L L L LA B
8.60 8.80 9.00 9.20
112.0 m/z 57.15 65.28%
b L s
O \\\‘\‘\\\i}\\‘\“f!!‘\“\\\\’\\1\’\\\\’\\\‘\’\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22124: Heptane, 3,3,5-trimethyl-
71.0
 REEmaREEESEE
43.0 8.60 8.80 9.00 9.20
5000 m/z 41.15 34.44%
113.0
O i MO0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #167743: 4-Methyl-3-heptanol, pentafluoropropionate A EARARERRE T
43.0 710 8.60 8.80 9.00 9.20
m/z 70.15 34.10%
5000
119.0
ol150, | | “‘ 1950 | ‘ 147.0 1750 206.0
R R e R RARaanaRESt R R REREREEEN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51831.D

Acqg On : 28 Dec 2021 16:06
Operator : CG/JU

Sample : M5215-05DL 5X

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 29 (DEL) Alkane: Straight-Chai... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
9.063 9.56 ng/ul 3406790 1,4-Dichlorobenzene-d4 8.287

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 87
2 Decane, 3-methyl- 156 C11H24 013151-34-3 53
3 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 50
4 Undecane, 5-methyl- 170 C12H26 001632-70-8 50
5 4-Octanone 128 C8H160 000589-63-9 47
Abundance Scan 949 (9.063 min): BG051831.D\data.ms (-942) (-) m/z 57.15 100.00%
57.1
- T M
A REEEE RS S
SST 126.2 153.2 8.80 9.00 9.20 9.40
OFrrr mf‘; - 2081 1832 4 71015 73.11%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33092: Decane, 3-methyl-
57.0
5000 L L R I L B R
20.0 85.0 8.80 9.00 9.20 9.40
m/z 43.15 70.03%
127.0
O \\\‘\‘\\\"‘\\\“‘\‘\‘H\“{\\\H‘\\\\‘\‘\\\‘\\1\5\6.‘0\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #33085: Decane, 3-methyl-
57.0
R ARSEAREESEEERE
8.80 9.00 9.20 9.40
5000 85.0 m/z 41.15 61.29%
29.0
126.0
Ll b 4 | 1560
O+ttt e
m/z--> 20 40 60 80 100 120 140 160
Abundance #59103: Decane, 6-ethyl-2-methyl- R RAREEE SRR
57.0 8.80 9.00 9.20 9.40
m/z 85.15 45.49%
5000
85.0
0 39\\\ H\ | “ y 113.0 14'}'0
— e
m/z--> 20 40 60 80 100 120 140 160 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BG@51831.D

Acqg On : 28 Dec 2021 16:06

Operator : CG/JU

Sample : M5215-05DL 5X

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
: SVOA CALIBRATION

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

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

Peak Number 33 o-Cymene Concentration Rank 34

R.T. EstConc Area Relative to ISTD R.T.
9.304 7.04 ng/ul 2510450 1,4-Dichlorobenzene-d4 8.287
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 95
2 p-Cymene 134 C1eH14 000099-87-6 95
3 o-Cymene 134 C1eH14 000527-84-4 95
4 o-Cymene 134 C1eH14 000527-84-4 94
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 94
Abundance Scan 990 (9.304 min): BG051831.D\data.ms (-986) (-) m/z 119.15 100.00%
119.2
5000
91.2
391 652 ‘ 9.00 9.20 9.40 9.60
Ol e it 1892 1661y 934 15 28.45%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16997: 0-Cymene
119.0
5000
9.00 9.20 9.40 9.60
91.0 m/z 91.15 20.23%
41.0 65.0 ‘
OHH‘\‘\\\“‘H‘HH“\‘\H‘”‘\H‘\‘WH‘H\H‘\‘HH‘HH
miz--> 20 40 60 80 100 120 140 160
Abundance #16995: p-Cymene
119.0
9.00 9.20 9.40 9.60
5000 m/z 77.15 12.10%
91.0
41.0 65.0 ‘
0\\\\‘\‘\\\“‘\\‘\\“\‘\\\‘”‘\\1‘\‘W\\‘\W\\\‘\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #16996: 0-Cymene A BAARaR S e
119.0 9.00 9.20 9.40 9.60
m/z 120.15 10.45%
5000
91.0
150 390 450 | ‘
Y RN N PR N A
m/z--> 20 40 60 80 100 120 140 160 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51831.D

Acqg On : 28 Dec 2021 16:06
Operator : CG/JU

Sample : M5215-05DL 5X

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 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 Carbonic acid, prop-1-en-2-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.539  35.97 ng/ul 12824400 1,4-Dichlorobenzene-d4 8.287

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 72
2 Nonane, 5-(1-methylpropyl)- 184 C13H28 062185-54-0 64
3 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 64
4 Decane 142 C1eH22 000124-18-5 64
5 Tridecane 184 C13H28 000629-50-5 64

Abundance Scan 1030 (9.539 min): BG051831.D\data.ms (-1018) (-) m/z 57.15 100.00%

57.1
5000
‘QEO‘ |
| P82 1563 : .
ol LA PO+ m/z 43.15  92.50%
mlz--> 50 100 150 200 250 300
Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecyl ester
57.0
5000 ~ :
9.50
% m/z 41.15 61.01%
O T H‘\ \“ “ T H‘ “ ‘H f“ \‘\ T ‘1\68\.(\) T ‘ T \2\4\]-.‘0\ T T T ‘ T L
miz--> 100 150 200 250 300
Abundance #59111: Nonane, 5-(1-methylpropyl)-
57.0
— |
9.50
5000 ITI/Z 71.15 60.81%
126.0
opdoy L ygp |
miz--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosy! vinyl ester =
57.0 9.50
m/z 85.15 35.39%
- k\i@\h
ol “‘w‘ I u\ | M410 1820 2520 325, VAN
miz--> 50 100 150 200 250 300 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51831.D

Acqg On : 28 Dec 2021 16:06
Operator : CG/JU

Sample : M5215-05DL 5X

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 35 Benzene, 1-methyl-4-(2-meth... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.656  12.97 ng/ul 4625560 1,4-Dichlorobenzene-d4 8.287

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(2-methylpro... 148 C11H16 005161-04-6 55
2 2-Methylindan-2-o0l 148 C10H120 033223-84-6 43
3 2-Butanone, 4-phenyl- 148 C10H120 002550-26-7 41
4 4-Methylphenyl acetone 148 C10H120 002096-86-8 38
5 Benzenepropanal, .beta.-methyl- 148 C10H120 016251-77-7 38
Abundance Scan 1050 (9.656 min): BG051831.D\data.ms (-1040) (-) m/z 105.15 100.00%
105.2
5000 148.2
41.1 69.2 '
‘ ‘ ‘ | 5? 9.50 10.00
Ol Sl L My BERR 1678 n/z 129,15 45.46%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26402: Benzene, 1-methyl-4-(2-methylpropyl)-
105.0
5000
148.0 9.50 10.00
270 77.0 ' m/z 91.15 37.70%
"~ 510
Ot \‘\ T \‘}‘\ \“M\ \“U\ ‘H‘\ T \““ T \“} T ‘H T \‘i‘:‘L\Z\S\.(\)‘ T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26188: 2-Methylindan-2-ol
43.0 105.0
=y —
9.50 10.00
5000 148.0 m/z 148.15 35.63%
77.0
bl 11280
ot e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26207: 2-Butanone, 4-phenyl- Pt ™ i
105.0 9.50 10.00
m/z 106.15 32.46%
148.0
5000 43.0
77.0
0 ly \‘m ‘\‘ mm o MJ “123‘0 H /\/\,/\ ! /\\/\«

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51831.D

Acqg On : 28 Dec 2021 16:06
Operator : CG/JU

Sample : M5215-05DL 5X

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 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 Benzene, 2-ethyl-1,3-dimethyl- Concentration Rank 33

R.T. EstConc Area Relative to ISTD R.T.
9.756 7.04 ng/ul 1557500  Naphthalene-d8 11.119
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 50
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 50
3 Benzene, 1l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 45
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 45
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 45

Abundance Scan 1067 (9.756 min): BG051831.D\data.ms (-1059) (-) m/z 57.15 100.00%
57.1

119.2
5000
91.2 T ‘ T T ‘ T
9.50 10.00
146.2
0 “l‘ ‘ 1702 m/z 119.15  81.96%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl-
119.0
5000
9.50 10.00
m/z 131.15 52.78%
390 g5 910
0 \‘\}\5‘\“0\‘\\\“‘\\‘\‘\ “\‘“Hr‘”‘\\‘\\“f‘\ \‘1“}\\\‘\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl-
119.0
9.50 10.00
5000 ITI/Z 41.15 42.16%
91.0
39.0 65.0 ‘ ‘
T el | N AN
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl- — T
119.0 9.50 10.00
m/z 43.15 36.75%
5000
91.0
39.0 65.0 ‘ ‘
N1 it Y | N A ANV
m/z--> 0 20 40 60 80 100 120 140 160 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51831.D

Acqg On : 28 Dec 2021 16:06
Operator : CG/JU

Sample : M5215-05DL 5X

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 37 (DEL) Alkane: Straight-Chai... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
9.779 8.81 ng/ul 19484906  Naphthalene-d8 11.119

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-ethyl- 114 C8H18 000619-99-8 38
2 Oxalic acid, isohexyl neopentyl ... 244 C13H2404 1000309-73-0 27
3 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 27
4 Hexane, 3-ethyl- 114 C8H18 000619-99-8 22
5 Decane, 2,3,6-trimethyl- 184 C13H28 062238-12-4 22

Abundance Scan 1071 (9.779 min): BG051831.D\data.ms (-1069) (-) m/z 43.15 100.00%

431 105.2
71.2
5000 133.2
A= 5
‘ 9.50 10.00
0 ‘_m_m‘;‘ww“ w“\mmJ‘U“J‘WHu‘wHuu‘lzq‘z_m_m_m m/z 105.15  86.14%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #8625: Hexane, 3-ethyl-
43.0
5000 9.50 10.00
85.0 ' :
m/z 71.15 68.81%
oasol | 1) |
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #127980: Oxalic acid, isohexyl neopentyl ester
43.0 71.0
e 5
9.50 10.00
5000 ITI/Z 85.15 49.,69%
0 L ‘ H I | 130.0 160.0 188.0  229.C
et b e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #8638: Hexane, 3,3-dimethyl- L -
43.0 9.50 10.00
m/z 133.15 47.65%
71.0
5000
990
ol 159, M/\ |
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 950 10 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51831.D

Acqg On : 28 Dec 2021 16:06
Operator : CG/JU

Sample : M5215-05DL 5X

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 38 (DEL) Alkane: Straight-Chai... Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
9.879 6.09 ng/ul 1347560  Naphthalene-d8 11.119

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 47
2 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 47
3 Undecane, 5,7-dimethyl- 184 C13H28 017312-83-3 43
4 Octane, 2,3,6,7-tetramethyl- 170 C12H26 052670-34-5 43
5 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 43

Abundance Scan 1088 (9.879 min): BG051831.D\data.ms (-1080) (-) m/z 57.15 100.00%
57.1

5000
105.1
— sy
‘ ‘H ‘ 1482 9.50 10.00
A ‘J‘”‘hm‘\wmw by 2822 e 28LE  m/z 43,15 90.89%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176405: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 AN S
9.50 10.00
m/z 71.15 82.00%
270 113.0
OH‘\‘\H“\H ‘1690190282(
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90207: Dodecane, 2,6,10-trimethyl-
57.0
— Y=
9.50 10.00
5000 ITI/Z 41.15 67 .00%
28.0 ‘ 97.0 127.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59053: Undecane, 5,7-dimethyl- — T
43.0 9.50 10.00
m/z 85.15 35.67%
5000
85.0
‘ ‘ 127.0
I L
oH‘“‘H""M“""H""H"“"‘_""H""‘Hwwwm‘ww — TSI
m/z--> 20 40 60 80 100120140160180200220240260280 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51831.D

Acqg On : 28 Dec 2021 16:06
Operator : CG/JU

Sample : M5215-05DL 5X

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
9.938 11.67 ng/ul 2579190  Naphthalene-d8 11.119
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 70
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 70
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 70
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 70
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 70

Abundance Scan 1098 (9.938 min): BG051831.D\data.ms (-1093) (-) m/z 119.15 100.00%

119.2
5000 57.1
91.2
39‘ | ‘ ‘ 412 10.00
0l b IR L L UL BE5E 1703 /s 134,15 40.99%
miz--> 20 40 60 80 100 120 140 160
Abundance #17069: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 /\ T A T T T
10.00
m/z 57.15 39.11%
65.0 91‘.0 ‘
O‘\\\\‘\\‘\\‘\“\\\“‘\\\\‘\\\‘\‘l\\\‘\‘\\\\‘\\\\
miz--> 200 40 60 80 100 120 140 160
Abundance #17067: Benzene, 1,2,4,5-tetramethyl-
119.0
P
10.00
5000 ITI/Z 43.15 38.96%
39.0 65.0 91.0
oLl i bl 2800
m/z--> 20 40 60 80 100 120 140 160
Abundance #17083: Benzene, 1-ethyl-2,3-dimethyl- ——
119.0 10.00
m/z 71.15 38.21%
5000
91.0
39.0 65.0 l
O bt 2880 YN
m/z--> 20 40 60 80 100 120 140 160 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51831.D

Acqg On : 28 Dec 2021 16:06
Operator : CG/JU

Sample : M5215-05DL 5X

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 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 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
9.997 11.23 ng/ul 2483520  Naphthalene-d8 11.119
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 87
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 87
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 87
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 87
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 87

Abundance Scan 1108 (9.997 min): BG051831.D\data.ms (-1103) (-) m/z 119.15 100.00%

119.2
5000
91.2
39.1 | ‘ ‘1502 10.00
om_m_u“w‘m‘HM U292 1821 )y 134,15 41.34%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
5000 \\ \/\/\\\ T \J
10.00
91.0 m/z 91.15 25.42%
ooy |
0\\\‘\‘\\\‘\\}\‘\\\\M‘\\\\‘M\\}“‘\\\‘\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17083: Benzene, 1-ethyl-2,3-dimethyl-
119.0
—
10.00
5000 ITI/Z 135.15 23.69%
390 650 91.0
T Wil O T T A
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17068: Benzene, 1,2,4,5-tetramethyl- e
119.0 10.00
m/z 77.15 13.45%
5000
91.0
65.0
L B L S I o
m/z--> 20 40 60 80 100 120 140 160 180 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51831.D

Acqg On : 28 Dec 2021 16:06
Operator : CG/JU

Sample : M5215-05DL 5X

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 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 Naphthalene, decahydro-2-me... Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
10.044 6.12 ng/ul 1352800 Naphthalene-d8 11.119
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 93
2 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 90
3 Bicyclo[4.1.0]heptane, 3-methyl- 110 C8H14 041977-47-3 86
4 Cyclohexanone, 5-methyl-2-(1-met... 152 C10H160 015932-80-6 81
5 Cyclohexanone, 5-methyl-2-(1-met... 152 C1@H160 015932-80-6 74

Abundance Scan 1116 (10.044 m|n) BG051831.D\data.ms (-1112) (-~ m/z 81.15 100.00%

1.2
152.2
41.1
5000
109.2 1332 T T
‘ ‘ ‘ 10.00
YR W . V1 ,H‘W‘JHWNWH m/z 67.15  82.34%
miz--> 20 40 80 100 120 140 160
Abundance #29507: Naphthalene decahydro-2-methyl-
41.0 1.0 152.0
5000 e :
10.00
109.0 J m/z 95.15 70.56%
(OB T \‘! T \‘H‘\ \‘1 \\‘\H T \“\ T ‘M \1:\)’\"‘0\ \‘\‘\ T
miz--> 20 40 100 120 140 160
Abundance #29490.Uans—DecaHn,2—methyL
81.0
P |
55.0 152.0 10.00
5000 ITI/Z 152.15 62.64%
29.0 109.0 J
o Y X
m/z--> 20 40 60 80 100 120 140 160
Abundance #6785: Bicyclo[4.1.0]heptane, 3-methyl- Pt ‘
410 81.0 10.00
m/z 41.15 54.71%
5000
110.0
NSO 1. ST A N A S
m/z--> 20 40 60 80 100 120 140 160 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51831.D

Acqg On : 28 Dec 2021 16:06
Operator : CG/JU

Sample : M5215-05DL 5X

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 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 unknown-02 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
10.302 9.60 ng/ul 2121890  Naphthalene-d8 11.119
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2,4-diethyl-1-methyl- 148 C11H16 001758-85-6 38
2 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 38
3 Benzene, 1,3-diethyl-5-methyl- 148 C11H16 002050-24-0 38
4 Benzaldehyde, 4-(1-methylethyl)- 148 C10H120 000122-03-2 35
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 35

Abundance Scan 1160 (10.302 min): BG051831.D\data.ms (-1153) (- m/z 119.15 100.00%
119.2

3

5000 67.2 91.2 148.2
41.1
10.00 10.50
0! 1662 4/z 133.10  57.88%
m/z--> 20 40 60 80 100 120 140 160
Abundance #26380: Benzene, 2,4-diethyl-1-methyl-
1338.0
5000 T T T T /\/\j\ /L\
91.0 10.00 10.50 .
1150 m/z 148.15 42.28%
39.0 650
150 U |
O\\‘\‘\1‘\\’\\“\‘\‘H\\\1“\\‘“\“}‘\\ \}“\\‘\\‘\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #26388: Benzene, (1,1-dimethylpropyl)-
119.0
91.0 LVEe VRVRVEN
10.00 10.50
5000 ITI/Z 67.15 40.79%
41.0 65.0 148.0
0 \1\5(?\‘\‘\ \‘, - ‘u‘-\ \ \m‘ el \‘\‘l SRR ! R RRRE
m/z--> 20 40 60 80 100 120 140 160
Abundance #26379: Benzene, 1,3-diethyl-5-methyl- —— —
119.0 10.00 10.50
m/z 91.15 39.55%
5000
91.0 148.0
39.0 65.0
190 L il ‘\ I
L ) S D - Vo
m/z--> 20 40 60 80 100 120 140 160 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51831.D

Acqg On : 28 Dec 2021 16:06
Operator : CG/JU

Sample : M5215-05DL 5X

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 43 (DEL) Alkane: Straight-Chai... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
10.373 8.97 ng/ul 19829960  Naphthalene-d8 11.119
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 5-methyl- 170 C12H26 001632-70-8 62
2 Octane, 2,3,3-trimethyl- 156 C11H24 062016-30-2 53
3 Octane, 2-methyl- 128 C9H20 003221-61-2 52
4 10-Methylnonadecane 282 C20H42 056862-62-5 50
5 Undecane, 4,8-dimethyl- 184 C13H28 017301-33-6 43

Abundance Scan 1172 (10.373 min): BG051831.D\data.ms (-1165) (- m/z 43.15 100.00%

43.1
71.2
5000
117.2 T 1
10.00 10.50
98.2 ‘ 147.2
[ N— H‘ e TS W A2 T2 s 57,15 87.62%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45495: Undecane, 5-methyl-
43.0
5000 71.0 — —
10.00 10.50
m/z 71.15 62.94%
I
O T ‘ \‘\ T \“‘\ T \‘\“ T \Hi T “\‘\ T ‘ T 1‘\ ‘ \\\]_\4?.\()\\\‘]\-7\0\.\0‘ 1
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33098: Octane, 2,3,3-trimethyl-
43.0
— —
71.0 10.00 10.50
5000 ITI/Z 41.15 46.99%
L 113.0
0,250 L L L eLo | w40
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14534: Octane, 2-methyl- — —
43.0 71.0 10.00 10.50
m/z 85.15 43.75%
5000
113.0
0“‘H‘w“‘ . N — — —
m/z--> 20 40 60 80 100 120 140 160 180 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51831.D

Acqg On : 28 Dec 2021 16:06
Operator : CG/JU

Sample : M5215-05DL 5X

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 44 (DEL) Alkane: Straight-Chai... Concentration Rank 38

R.T. EstConc Area Relative to ISTD R.T.
10.449 6.49 ng/ul 1434300 Naphthalene-d8 11.119
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 4-methyl- 170 C12H26 002980-69-0 70
2 Tetradecane, 4-methyl- 212 C15H32 025117-24-2 50
3 Dodecane, 4-methyl- 184 C13H28 006117-97-1 47
4 2,4,4-Trimethyl-1-hexene 126 C9H18 051174-12-0 43
5 Decane, 4-methyl- 156 C11H24 002847-72-5 43

Abundance Scan 1185 (10.449 min): BG051831.D\data.ms (-1179) (- m/z 43.15 100.00%

431 71.2
105.2
5000
148.2 ——
IR
0“""“J“1““““\“‘“““‘lm‘H“H“““w“uw““‘1‘7‘9"3‘””“”“ m/z 71.15  89.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45496: Undecane, 4-methyl-
43.0
71.0
5000 T
10.50
m/z 57.15 63.07%
o | L L Lemo 1280 1o
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90196: Tetradecane, 4-methyl-
43.0 71.0
—
10.50
5000 m/z 105.15 58.57%
‘ 99.0 1970 169.0
PN P Y o AR W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59044: Dodecane, 4-methyl- M
43.0 10.50
71.0 m/z 41.15 51.45%
B \/\/\/\/\/M
99.0 140.0
i Y -
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51831.D

Acqg On : 28 Dec 2021 16:06
Operator : CG/JU

Sample : M5215-05DL 5X

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 45 Benzene, 1l-ethyl-2,3-dimethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
10.520  15.43 ng/ul 3412000 Naphthalene-d8 11.119
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 60
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 55
3 o-Cymene 134 C1leH14 000527-84-4 55
4 o-Cymene 134 CleH14 000527-84-4 55
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 55

Abundance Scan 1197 (10.520 min): BG051831.D\data.ms (-1190) (- m/z 119.15 100.00%
119.2
43.1

5000
L

T \
10.50

145.2
0 22 1702 .7 43.15  82.52%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000 U w
10.50
91.0 m/z 57.15 77.86%
39.0 65.0 ‘ ‘
0 \1\5\.(‘)\‘\ T \“‘\ \“V\ “w\ T i‘H‘ 1T “H“\ \‘M T LIS
m/z--> 20 40 60 80 100 120 140 160
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
—
10.50
5000 m/z 71.15 57.83%
390 91.0
: 65.0
0 ‘1‘5"?“‘ ‘ ““‘ P “1 Fr ‘M e
m/z--> 20 40 60 80 100 120 140 160
Abundance #16997: o-Cymene 7
119.0 10.50
m/z 41.15 51.07%
5000
91.0
41.0 65.0 ‘ ‘
0 H\‘\‘\ku‘\ H“H‘\H‘”‘\\M“%WMHm‘uu‘uu —
m/z--> 20 40 60 80 100 120 140 160 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51831.D

Acqg On : 28 Dec 2021 16:06
Operator : CG/JU

Sample : M5215-05DL 5X

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 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 49
R.T. EstConc Area Relative to ISTD R.T.

10.631 4.24 ng/ul 937338 Naphthalene-d8 11.119
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3-methyl- 170 C12H26 001002-43-3 80
2 Decane, 1-iodo- 268 C10H21I 002050-77-3 59
3 Decane, 1-iodo- 268 C10H21I 002050-77-3 59
4 Nonane, 2-methyl-5-propyl- 184 C13H28 031081-17-1 50
5 Dodecane, 3-methyl- 184 C13H28 017312-57-1 50

Abundance Scan 1216 (10.631 min): BG051831.D\data.ms (-1211) (- m/z 57.15 100.00%
57.1

.

5000 85.2
1050 1100
140.2 . .
12.2
oWHU;m‘u‘uwmﬁmw“hH‘1‘?9:‘3‘Mwwwwm m/z 43.15 63.15%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #45498: Undecane, 3-methyl-
57.0
5000 Y —
85.0 10.50 11.00
29.0 m/z 41.15 52.57%
0 \‘ “‘ | | | 112014109709
\‘HH‘\H ‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #157264: Decane, 1-iodo-
57.0
—— —
10.50 11.00
85.0 .
5000 ITI/Z 71.15 52.20%
29.0
155.0
0 ‘\‘ M\ [ 127'0\ ‘ 183.0 268.(
et e e e e e e e
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #157263: Decane, 1-iodo- — =
43.0 10.50 11.00
m/z 85.15 44.80%
71.0
5000
99.0 141.0
Oyl b b 1890268 AVAS —
m/z--> 20 40 60 80 100120140160 180 200220240260 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51831.D

Acqg On : 28 Dec 2021 16:06
Operator : CG/JU

Sample : M5215-05DL 5X

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 50 (DEL) Alkane: Cyclic11.818 Concentration Rank 61

R.T. EstConc Area Relative to ISTD R.T.
11.818 2.05 ng/ul 453532  Naphthalene-d8 11.119
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, hexyl- 168 C12H24 004292-75-5 59
2 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 53
3 Cyclohexane, propyl- 126 CO9H18 001678-92-8 53
4 Cyclohexane, butyl- 140 C10H20 001678-93-9 53
5 Cyclohexane, pentyl- 154 C11H22 004292-92-6 53

Abundance Scan 1418 (11.818 min): BG051831.D\data.ms (-1413) (- m/z 83.15 100.00%

83.2
55.1
5000
120.1 177.2 [ 500
‘ | ‘ 145.2 | 11.50 12.00
0l el il S e LS L myz 55015 73.59%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43497: Cyclohexane, hexyl-
83.0
5000 55.0 — —r
11.50 12.00
m/z 82.15 58.77%
29.0 168.0
O\\\‘\‘\‘\\““\\\‘u\"‘\M‘\\“!\\\“]\_]\_]\“\()‘\\?‘\4.‘0;(\)\\‘\1\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #12168: Cyclohexane, 2-propenyl-
55.0 83.0
— T
11.50 12.00
5000 ITI/Z 57.15 57.43%
27.0‘ ‘ 124.0
0\\\‘\HHi“\\\”1‘wl\Hi‘lm!‘HH‘\‘\H‘HH‘HH‘\H
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13202: Cyclohexane, propyl- e 1
83.0 11.50 12.00
m/z 41.15 53.54%
55.0
5000
27.0 126.0
0"“NJHMW‘NM‘MM‘Vh‘u“u““‘W““_““‘u — —
m/z--> 20 40 60 80 100 120 140 160 180 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51831.D

Acqg On : 28 Dec 2021 16:06
Operator : CG/JU

Sample : M5215-05DL 5X

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 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 56
R.T. EstConc Area Relative to ISTD R.T.
12.012 2.73 ng/ul 602859  Naphthalene-d8 11.119
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl- 184 C13H28 001560-97-0 80
2 Undecane, 2,10-dimethyl- 184 C13H28 017301-27-8 64
3 1-Iodoundecane 282 C11H23I 004282-44-4 64
4 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 59
5 Tetracosane 338 C24H50 000646-31-1 59
Abundance Scan 1451 (12.012 min): BG051831.D\data.ms (-1446) (- m/z 43.15 100.00%
3.1
5000
88.2 \ﬁv\$/ﬁﬂj\jka
e
‘ H 131.1 12.00
ol by i, J P m/z 57.15 89.42%
miz--> 50 100 150 200 250
Abundance #59038: Dodecane, 2-methyl-
43.0
5000 MJWJJ\“ |
12.00
85.0 m/z 41.15  52.94%
141.0
O\\H‘\ ‘\“‘“‘\ \‘\\}“\\18\4\.0‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #59078: Undecane, 2,10-dimethyl-
43.0
T
12.00
5000 ITI/Z 71.15 49,22%
85.0
‘ 141.0
6 P 71 R
miz--> 50 100 150 200 250
Abundance #175097: 1-lodoundecane ==
57.0 12.00
m/z 85.15 34.13%
5000
27.0 99.0 155.0
0 s A 7 S YR NSO VY.V
m/z--> 50 100 150 200 250 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51831.D

Acqg On : 28 Dec 2021 16:06
Operator : CG/JU

Sample : M5215-05DL 5X

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 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: Straight-Chai... Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.
12.123 4.52 ng/ul 998789  Naphthalene-d8 11.119
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 86
2 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 80
3 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 80
4 Octane, 2,3,7-trimethyl- 156 C11H24 062016-34-6 72
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 64

Abundance Scan 1470 (12.123 min): BG051831.D\data.ms (-1463) (- m/z 57.15 100.00%
57.1

- Mﬂw Jk
e
852 413 12.00 12.50
ol “!“ 18421952 1832 ... 7115 86.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22091: Octane, 2,6-dimethyl-
T \JMA\/\A
5000 ) s
12.00 12.50
2&0‘ oo 113.0 m/z 43.15 65.56%
O\\\‘\‘\‘\\“M\\“‘\\H}\‘{‘\\\‘\\f“\‘\\\174‘.2\.\0\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74023: Dodecane, 4,6-dimethyl-
e
12.00 12.50
5000 ITI/Z 41.15 43.25%
29.0 85.0
113.0
ol L MO as0 amo
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33093: Nonane, 2,6-dimethyl- — —
43.0 12.00 12.50
71.0 m/z 55.15 23.02%
5000
113.0
O Y B 2 X L e Y
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51831.D

Acqg On : 28 Dec 2021 16:06
Operator : CG/JU

Sample : M5215-05DL 5X

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 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 22
R.T. EstConc Area Relative to ISTD R.T.
12.511 10.99 ng/ul 2429230  Naphthalene-d8 11.119
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 87
2 Hexadecane 226 C1l6H34 000544-76-3 86
3 Tridecane 184 C13H28 000629-50-5 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 83

Abundance Scan 1536 (12.511 min): BG051831.D\data.ms (-1528) (- m/z 57.15 100.00%

57.1
5000
85.2
1250
112.1
Ol bl 24811843 m/z 43.15 88.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59025: Tridecane
57.0
5000 \/\“
1250
29.0 85.0 m/z 71.15 62.07%
0 “ H\ \‘\ \\‘ 1 11?’0\1410 184.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
T \
12.50
5000 ITI/Z 41.15 52.63%
85.0
29.0
0 \ ‘ | M‘ 113.0 141.0 169.0 197.0 226.0
e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59028: Tridecane T ‘
57.0 12.50
m/z 85.15 35.32%
5000 85.0
29.0
112.0 184.0
bk dd (20300 1280 )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51831.D

Acqg On : 28 Dec 2021 16:06
Operator : CG/JU

Sample : M5215-05DL 5X

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 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 unknown-03 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.169  18.48 ng/ul 739138  Acenaphthene-di10 14.908
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hydrazine, trimethyl- 74 C3H1ON2 001741-01-1 27
2 1-Carbethoxy-3-[.alpha.-hydroxy-... 421 C24H27N304 1010251-81-9 27
3 Ethyl ether 74 C4H100 000060-29-7 27
4 1,3-Dioxolane, 2,2-dimethyl-4-hy... 190 C9H1804 1000195-95-6 17
5 Indole-3-carboxamide oxime 175 C9HON30 095649-37-9 14

Abundance Scan 1648 (13.169 min): BG051831.D\data.ms (-1644) (-  m/z 175.05 100.00%

175.1
74.1
5000
—— —
Ve
o Aall 22N 221t w/z 74.10 73.30%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #909: Hydrazine, trimethyl-
59.0
5000 /&jm ‘ —
13.00 13.50
m/z 59.10 56.33%
0 \\“W“\“”“\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

miz—> 0 50 100 150 200 250 300 350 400
Abundance #313727: 1-Carbethoxy-3-[.alpha.-hydroxy-.beta.-N-phen
5.0

17
R —
13.00 13.50
m/z 70.15 42.28%
5000 700
0Ll 00 | 2460 160421
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #972: Ethyl ether T T
31.0 13.00 13.50
m/z 41.15 32.80%
5000
O+ ‘M‘mr‘_m_m_m_m_m_m‘m —— ——
m/z--> 0 50 100 150 200 250 300 350 400 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51831.D

Acqg On : 28 Dec 2021 16:06
Operator : CG/JU

Sample : M5215-05DL 5X

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 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 Tridecane, 1-iodo- Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
13.304 6.75 ng/ul 270055  Acenaphthene-di10 14.908
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 1-iodo- 310 C13H271 035599-77-0 86
2 Undecane, 2,10-dimethyl- 184 C13H28 017301-27-8 81
3 Undecane, 3-ethyl- 184 C13H28 017312-58-2 78
4 Tridecane, 6-propyl- 226 C1l6H34 055045-10-8 78
5 Decane, 1-bromo-2-methyl- 234 C11H23Br 127839-47-8 78

Abundance Scan 1671 (13.304 min): BG051831.D\data.ms (-1666) (- m/z 43.15 100.00%

43.1 '
5000 85.2
1300 1350
1 g]_ 1553 . .
ol \‘ p“ I, h‘ 0 eas m/z 57.15 98.62%
miz--> 50 100 150 200 250 300
Abundance #211086: Tridecane, 1-iodo-
57.0
5000 = s
13.00 13.50
m/z 71.15 60.49%
‘ 183.0
0 \“\H\“”‘ ‘“ “ “ \‘\;\-4\1‘0‘\ T \‘\ SN B A B \3‘19.'
miz--> 50 100 150 200 250 300
Abundance #59078: Undecane, 2,10-dimethyl-
43.0
= P
13.00 13.50
5000 ITI/Z 41.15 55.19%
85.0
‘ 141.0
AN Y
miz--> 50 100 150 200 250 300
Abundance #59034: Undecane, 3-ethyl- Fo —
57.0 13.00 13.50
m/z 85.15 42.75%
5000
% ‘ ‘ 99.0 1540
o220\ S A
m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51831.D

Acqg On : 28 Dec 2021 16:06
Operator : CG/JU

Sample : M5215-05DL 5X

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 56 (DEL) Alkane: Straight-Chai... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
13.445 11.03 ng/ul 441080  Acenaphthene-d10 14.908
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 83
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 78
3 Heptacosane 380 C27H56 000593-49-7 64
4 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 64
5 Dodecane 170 C12H26 000112-40-3 64
Abundance Scan 1695 (13.445 min): BG051831.D\data.ms (-1689) (- m/z 57.15 100.00%
57.1
- MM
1350
113.1 1592 .
ol AL L ?? S22z o m/z 71.15  92.13%
mlz--> 50 100 150 200 250 300 350
Abundance #90208: Dodecane, 2,6,11-trimethyl-
57.0
5000 R
13.50
m/z 43.15 64.88%
113.0
O\“\\‘\“‘\“‘\"\“\H\\‘1\6\9\0\‘\\\\‘\\\\’\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
=
13.50
5000 m/z 41.15 45.32%
113.0
0 ﬂuu‘m,mw‘1‘8‘3‘0_m_m,m‘_m
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane T
57.0 13.50
m/z 85.15 35.58%
5000
oL L L F ‘}410183022502670 323.0 380
““‘ A e P
m/z--> 50 100 150 200 250 300 350 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51831.D

Acqg On : 28 Dec 2021 16:06
Operator : CG/JU

Sample : M5215-05DL 5X

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 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 Naphthalene, 2-ethyl- Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
13.944 8.09 ng/ul 323652  Acenaphthene-d10 14.908
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 95
2 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 94
3 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 91
4 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 90
5 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 90
Abundance Scan 1780 (13.944 min): BG051831.D\data.ms (-1775) (- m/z 141.15 100.00%
141.2
5000
115.1
=
511 77.2 14.00
Ol et bl e ol 1912 ) 15610 49.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33125: Naphthalene, 2-ethyl-
141.0
5000 /K :
14.00
115.0 m/z 115.05  27.68%
76.0
O TTTT ‘2\9\-\0\“ ?\:I‘T\.(\‘)“h \‘\“1“‘ T \‘\ T “\ T } ‘ \“!‘\ \“‘\ \‘U‘\“ TTTT ‘ TTTT ‘ TTT1
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33122: Naphthalene, 1-ethyl-
141.0
——
14.00
5000 m/z 128.10 12.06%
115.0
27.0 63.0 89.0 ‘ |
0\H‘\‘\‘h\“H“\\“‘h\“1“\w'\\‘uH1‘H!‘HHH‘U“M\m‘\m‘uu
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33121: Naphthalene, 2-ethyl- ——
141.0 14.00
m/z 142.10  11.86%
5000
115.0
01150390 %0 g0 | |
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51831.D

Acqg On : 28 Dec 2021 16:06
Operator : CG/JU

Sample : M5215-05DL 5X

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 58 Naphthalene, 1,6-dimethyl- Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
14.074 5.60 ng/ul 223938  Acenaphthene-di10 14.908
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 95
4 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 95
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 95

Abundance Scan 1802 (14.074 min): BG051831.D\data.ms (-1797) (- m/z 156.10 100.00%

5000 /\ J\/\ A

115,
511 77.2 14.00
o‘Hww,‘MHHU“mcm,u“‘_“lu““HMWW?:S"?‘("?:? m/z 141.10  70.44%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
5000

14.00
115.0 ITI/Z 155.15 38.31%
270 51.0 77.0 ‘ ‘ Jw
O\H\‘HH"\\“H“hHHU“HH’HH‘\“\‘H“‘H NIRRT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33145: Naphthalene, 2,7-dimethyl-
156.0
LU
14.00
5000 m/z 115.10 16.97%
77 0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33130: Naphthalene, 2,7-dimethyl- ——
156.0 14.00
m/z 128.15 16.49%
5000

128.0
39.0 77.0

AT RS ke L. T W1

m/z--> 20 40 60 80 100 120 140 160 180 200 14.00

?
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51831.D

Acqg On : 28 Dec 2021 16:06
Operator : CG/JU

Sample : M5215-05DL 5X

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 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 Naphthalene, 1,7-dimethyl- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
14.232 9.80 ng/ul 391900  Acenaphthene-d10 14.908
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 95
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 95
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 95
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 95

Abundance Scan 1829 (14.232 min): BG051831.D\data.ms (-1823) (- m/z 156.10 100.00%

156.1
5000 ﬂ\
115.1 /\

511 762 ‘ m ‘ MJ 14.00 14.50
1 I

e bl el 18622083 0 147 10 82.66%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33156: Naphthalene, 1,7-dimethyl-
156.0
5000

14.00 14.50
m/z 155.15 31.12%

o

g0 510 770 11?0
0‘\}.\\“\\“\\‘H\\‘U“\\‘\\‘\\\\‘\“!‘\\‘i‘\\‘“"\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33148: Naphthalene, 2,3-dimethyl-
156.0
AL Mg
14.00 14.50
5000 m/z 115.05 21.08%

o

760 1150
280 S0 el
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance

#33135: Naphthalene, 1,3-dimethyl- T T
156.0 14.00 14.50

m/z 128.15 18.87%

5000
oo 1180
270 510\ ok SRV S

O AT s e e e e — —
miz--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50

SFAM-EPA-BG121421.M Fri Dec 31 22:40:47 2021 Page: 54



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51831.D

Acqg On : 28 Dec 2021 16:06
Operator : CG/JU

Sample : M5215-05DL 5X

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 60 unknown-04 Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
15.701 6.18 ng/ul 247026  Acenaphthene-die 14.908
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[2.2.1]heptane, 1,3,3-tri... 138 C10H18 006248-88-0 49
2 Bicyclo[4.1.8]heptane-7-carboxam... 222 C11H14N20S 329912-72-3 49
3 Magnesium, bis(2,4-pentanedionat... 222 C10H14MgO4 014024-56-7 46
4 3-Fluorobenzoic acid, 2-pentadec... 350 C22H35F02 1000280-60-7 43
5 Ethanone, 1-[3-[2-methyl-2-(5-me... 222 C13H1803 080114-28-9 38
Abundance Scan 2079 (15.701 min): BG051831.D\data.ms (-2076) (- m/z 123.15 100.00%
123.2
411 81.2
5000
207.2
P e
15.50 16.00
0+ m/z 41.15 61.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #19520: Bicyclo[2.2.1]heptane, 1,3,3-trimethyl-
81.0
123.0
5000 41.0 —— e
15.50 16.00
m/z 55.15 57.42%
O \\\‘\\\\“\\\‘\‘\”‘\\“\\‘\H!’\\“\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #101023: Bicyclo[4.1.0]heptane-7-carboxamide, N-(2-thia
128.0
55.0
P e
15.50 16.00
5000 95.0 m/z 81.15 54.89%
‘ ‘ 222.0
0 kuwm ,,L51'°179'0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #100764: Magnesium, bis(2,4-pentanedionato-0,0')-, (T- —— ——
128.0 207.0 15.50 16.00
m/z 69.15 47.48%
5000
43.0 180.0
o150 | w0 | s |l
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51831.D

Acqg On : 28 Dec 2021 16:06
Operator : CG/JU

Sample : M5215-05DL 5X

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 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 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.623  13.92 ng/ul 337756  Phenanthrene-d10 17.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 64
2 Tetradecane, 3-methyl- 212 C15H32 018435-22-8 55
3 Sulfurous acid, pentyl undecyl e... 306 C16H3403S 1000309-14-4 53
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 53
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 53

Abundance Scan 2236 (16.623 min): BG051831.D\data.ms (-2233) (- m/z 57.15 100.00%
57.1

5000 W
85.2 184.2 — —r
‘ ‘ 3.2 ‘ 2142 2442 16.50 17.00
YN 9| ‘J‘“w‘mu shu_w‘H‘wawww m/z 71.15  89.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
5000 — e
16.50 17.00
29.0 85.0 m/z 43.15 64.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #90199: Tetradecane, 3-methyl-
57.0
—r —
16.50 17.00
5000 ITI/Z 41.15 36.38%
T MM
183.0
113.0
0 N - - B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #206618: Sulfurous acid, pentyl undecyl ester P ——
71.0 16.50 17.00
m/z 184.15 24.80%
43.0 /
5000
99.0
by 32601550 2070 WL Wonn
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51831.D

Acqg On : 28 Dec 2021 16:06
Operator : CG/JU

Sample : M5215-05DL 5X

Misc :

ALS Vvial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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|
Ethylbenzene 5.755 32.5 ng/ul 11589700 1 8.287 7130720 20.0
o-Xylene 5.908 106.3 ng/ul 37912500 1 8.287 7130720 20.0
(DEL) Alkane: C... 6.214 2.3 ng/ul 800850 1 8.287 7130720 20.0
p-Xylene 6.272 46.9 ng/ul 16705600 1 8.287 7130720 20.0
(DEL) Alkane: C... 6.525 6.3 ng/ul 2243990 1 8.287 7130720 20.0
(DEL) Alkane: S... 6.648 3.7 ng/ul 1324040 1 8.287 7130720 20.0
Benzene, (1-met... 6.748 8.1 ng/ul 2884820 1 8.287 7130720 20.0
(DEL) Alkane: S... 6.819 6.8 ng/ul 2412300 1 8.287 7130720 20.0
Cyclohexanone, 6.907 14.0 ng/ul 4977860 1  8.287 7130720 20.0
(DEL) Alkane: S... 7.089 2.3 ng/ul 820104 1 8.287 7130720 20.0
(DEL) Alkane: S... 7.165 5.7 ng/ul 2015350 1 8.287 7130720 20.0
Benzene, propyl- 7.259 22.9 ng/ul 8176050 1  8.287 7130720 20.0
(DEL) Alkane: S... 7.324 9.3 ng/ul 3302430 1 8.287 7130720 20.0
Benzene, 1,2,3-... 7.371 27.4 ng/ul 9768570 1 8.287 7130720 20.0
Mesitylene 7.506 22.4 ng/ul 7968670 1 8.287 7130720 20.0
Benzene, 1l-ethy... 7.671 15.1 ng/ul 5367160 1 8.287 7130720 20.0
(DEL) Alkane: S... 7.923 61.0 ng/ul 21739400 1 8.287 7130720 20.0
Benzene, 1l-ethy... 7.952 38.2 ng/ul 13628200 1  8.287 7130720 20.0
unknown-01 8.199 6.5 ng/ul 2336950 1 8.287 7130720 20.0
Benzene, 1,2,4-... 8.417 22.4 ng/ul 7994680 1 8.287 7130720 20.0
Sulfurous acid,... 8.540 8.7 ng/ul 3110530 1 8.287 7130720 20.0
(DEL) Alkane: C... 8.593 8.7 ng/ul 3102700 1 8.287 7130720 20.0
Indane 8.675 15.2 ng/ul 5433420 1 8.287 7130720 20.0
Benzene, 1-meth... 8.845 21.6 ng/ul 7717910 1 8.287 7130720 20.0
(DEL) Alkane: S... 8.881 5.8 ng/ul 2064650 1 8.287 7130720 20.0
(DEL) Alkane: S... 9.063 9.6 ng/ul 3406790 1 8.287 7130720 20.0
o-Cymene 9.304 7.0 ng/ul 2510450 1 8.287 7130720 20.0
Carbonic acid, 9.539 36.0 ng/ul 12824400 1 8.287 7130720 20.0
Benzene, 1-meth... 9.656 13.0 ng/ul 4625560 1 8.287 7130720 20.0
Benzene, 2-ethy... 9.756 7.0 ng/ul 1557500 2 11.119 4421900 20.0
(DEL) Alkane: S... 9.779 8.8 ng/ul 1948490 2 11.119 4421900 20.0
(DEL) Alkane: S... 9.879 6.1 ng/ul 1347560 2 11.119 4421900 20.0
Benzene, 1,2,4,... 9.938 11.7 ng/ul 2579190 2 11.119 4421900 20.0
Benzene, 1,2,3,... 9.997 11.2 ng/ul 2483520 2 11.119 4421900 20.0
Naphthalene, de... 10.044 6.1 ng/ul 1352800 2 11.119 4421900 20.0
unknown-02 10.302 9.6 ng/ul 2121890 2 11.119 4421900 20.0
(DEL) Alkane: S... 10.373 9.0 ng/ul 1982990 2 11.119 4421900 20.0
(DEL) Alkane: S... 10.449 6.5 ng/ul 1434300 2 11.119 4421900 20.0
Benzene, 1-ethy... 10.520 15.4 ng/ul 3412000 2 11.119 4421900 20.0
(DEL) Alkane: S... 10.631 4.2 ng/ul 937338 2 11.119 4421900 20.0
(DEL) Alkane: C... 11.818 2.0 ng/ul 453532 2 11.119 4421900 20.0
(DEL) Alkane: S... 12.012 2.7 ng/ul 602859 2 11.119 4421900 20.0
(DEL) Alkane: S... 12.123 4.5 ng/ul 998789 2 11.119 4421900 20.0
(DEL) Alkane: S... 12.511 11.0 ng/ul 2429230 2 11.119 4421900 20.0
unknown-03 13.169 18.5 ng/ul 739138 3 14.908 799852 20.0
Tridecane, 1-iodo- 13.304 6.8 ng/ul 270055 3 14.908 799852 20.0
(DEL) Alkane: S... 13.445 11.0 ng/ul 441080 3 14.908 799852 20.0
Naphthalene, 2-... 13.944 8.1 ng/ul 323652 3 14.908 799852 20.0
Naphthalene, 1,... 14.074 5.6 ng/ul 223938 3 14.908 799852 20.0
Naphthalene, 1,... 14.232 9.8 ng/ul 391900 3 14.908 799852 20.0
unknown-04 15.701 6.2 ng/ul 247026 3 14.908 799852 20.0
(DEL) Alkane: S... 16.623 13.9 ng/ul 337756 4 17.657 485183 20.0
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