LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY102122\
Data File : VY011043.D

Acqg On : 21 Oct 2022 12:29
Operator : KP/MD

Sample : N5217-03

Misc : 5.07g/5.0mL/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y101722S.M

Title : SW846 8260

Signal : TIC: Vyelle43.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.716 465 475 490 rVB2 22079 71599 2.36% 0.201%
2 6.972 833 845 856 rBvV 36902 110755 3.65% 0.311%
3 7.716 957 967 973 rBV 299578 719466 23.72% 2.017%
4 7.789 973 979 991 rVB 463543 1044226 34.43%  2.928%
5 8.143 1025 1037 1049 rVvB2 291282 666999 21.99% 1.870%
6 8.691 1118 1127 1140 rBV 684604 1352521 44.60% 3.792%
7 9.185 1193 1208 1214 rBV2 59315 157115 5.18% 0.441%
8 9.459 1243 1253 1262 rVB2 26153 66822 2.20% ©.187%
9 9.606 1265 1277 1288 rBV2 57110 113540 3.74% 0.318%
10 9.758 1292 1302 1306 rBV 34278 70938 2.34% 0.199%
11  9.819 1306 1312 1316 rBV 61467 119482 3.94% 0.335%
12 9.941 1323 1332 1347 rBV4 105662 351343 11.59% 0.985%
13 10.069 1347 1353 1356 rBvV2 28127 56967 1.88% 0.160%
14 10.179 1363 1371 1386 rBV 1616349 3032563 100.00% 8.503%
15 10.307 1386 1392 1393 rVV3 19505 31979 1.05% 0.090%

16 10.349 1393 1399 1409 rVB3 178957 510810 16.84%
17 10.484 1416 1421 1422 rBV 36878 49178 1.62%
18 10.520 1422 1427 1433 rVB 364274 618532 20.40%
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R

19 10.618 1433 1443 1448 rBV2 170029 359776 11.86% 009%
20 10.666 1448 1451 1455 rVB 38887 54429 1.79% 153%
21 10.709 1455 1458 1463 rVB2 39052 54928 1.81% ©.154%
22 10.758 1463 1466 1469 rBV 21912 33517 1.11% 0.094%
23 10.801 1469 1473 1479 rVB 70067 112520 3.71% 0.315%
24 10.904 1479 1490 1493 rBV2 47328 118431 3.91% ©.332%
25 10.941 1493 1496 1498 rWwV 42292 63260 2.09% ©0.177%
26 10.971 1498 1501 1503 rVV3 53556 83872 2.77% 235%

27 11.002 1503 1506 1508 rVvV 94054 143403  4.73%
28 11.038 1508 1512 1516 rVV 262578 438527 14.46%
29 11.087 1516 1520 1526 rVV 577513 973475 32.10%
30 11.142 1526 1529 1533 rVV 70735 102402 3.38%
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31 11.203 1533 1539 1543 rVV3 112886 219016  7.22%
32 11.246 1543 1546 1548 rVV2 30285 42808 1.41%
33 11.294 1548 1554 1563 rVB5 183683 423894 13.98%
34 11.380 1563 1568 1572 rBV 84089 138291 4.56%
35 11.489 1579 1586 1595 rBV ~ 955551 1569340 51.75%
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O
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36 11.581 1595 1601 1605 rBV3 73213 141948 4.68% ©.398%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY102122\
Data File : VY011043.D

Acqg On : 21 Oct 2022 12:29
Operator : KP/MD

Sample : N5217-03

Misc : 5.07g/5.0mL/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y101722S.M
Title : SW846 8260
37 11.624 1605 1608 1612 rVB 121687 163609 5.40% 0.459%
38 11.691 1612 1619 1621 rBV3 178566 388713 12.82% 1.090%
39 11.739 1623 1627 1638 rVB3 367771 1095006 36.11% 3.070%
40 11.843 1638 1644 1647 rBV2 79728 162083 5.34% 0.454%
41 11.898 1647 1653 1656 rBv2 127011 207601 6.85% ©.582%
42 12.002 1662 1670 1677 rBv4 511370 1403420 46.28% 3.935%
43 12.056 1677 1679 1681 rVW 146733 173906 5.73% 0.488%
44 12.087 1681 1684 1687 rVV 146289 233812 7.71% 0.656%
45 12.124 1687 1690 1693 rVB 199504 255683 8.43% 0.717%
46 12.203 1693 1703 1706 rBV3 549802 1227691 40.48% 3.442%
47 12.233 1706 1708 1714 rVV2 438589 791859 26.11%  2.220%
48 12.300 1714 1719 1727 rVVW7 135697 467182 15.41% 1.310%
49 12.380 1729 1732 1735 rVVW4 107852 185627 6.12% 0.520%
50 12.416 1735 1738 1744 rVB4 180374 362598 11.96% 1.017%
51 12.483 1744 1749 1753 rBV 859683 1354417 44.66% 3.798%
52 12.526 1753 1756 1757 rBV 49760 48769 1.61% 0.137%
53 12.562 1758 1762 1767 rVB4 119001 224559 7.40% 0.630%
54 12.642 1768 1775 1782 rVB2 994853 1910389 63.00% 5.356%
55 12.733 1782 1790 1796 rBV6 334987 943293 31.11% 2.645%
56 12.806 1796 1802 1810 rBV5 767036 1616815 53.32% 4.533%
57 12.947 1821 1825 1829 rBV4 256665 404610 13.34% 1.134%
58 13.038 1836 1840 1848 rVB4 424766 824783 27.20%  2.313%
59 13.123 1849 1854 1858 rBV2 300597 528515 17.43% 1.482%
60 13.166 1858 1861 1869 rVB8 120638 232924 7.68% 0.653%
61 13.251 1872 1875 1878 rVB 101363 122496 4.04% 0.343%
62 13.318 1878 1886 1889 rBV7 229351 480062 15.83% 1.346%
63 13.355 1889 1892 1897 rVB5 94643 146909 4.84% 0.412%
64 13.422 1897 1903 1907 rBV 763491 1270816 41.91% 3.563%
65 13.495 1912 1915 1919 rBV3 51715 63764 2.10% 0.179%
66 13.562 1922 1926 1931 rVB4 132243 212356 7.00% 0.595%
67 13.617 1932 1935 1939 rVB2 60987 82591 2.72% 0.232%
68 13.666 1939 1943 1950 rVB2 106972 203501 6.71% 0.571%
69 13.745 1950 1956 1961 rBV3 419774 700305 23.09% 1.964%
70 13.879 1975 1978 1981 rBV 73521 106183 3.50% 0.298%
71 13.916 1981 1984 1988 rVV2 64396 92436 3.05% 0.259%
72 13.971 1989 1993 1998 rVvB2 112373 194967 6.43% 0.547%
73 14.074 2005 2010 2015 rBV 126485 210534 6.94% 0.590%
74 14.129 2015 2019 2027 rVB6 84548 180325 5.95% 0.506%
75 14.215 2027 2033 2036 rBV3 59910 106334 3.51% 0.298%
76 14.257 2036 2040 2042 rBV3 53780 80750 2.66% 0.226%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY102122\
Data File : VY011043.D

Acqg On : 21 Oct 2022 12:29
Operator : KP/MD

Sample : N5217-03

Misc : 5.07g/5.0mL/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y101722S.M

Title : SW846 8260

77 14.330 2049 2052 2056 rVB 74142 103954  3.43% 0.291%
78 14.379 2056 2060 2063 rBvV2 32688 48648 1.60% 0.136%
79 14.422 2063 2067 2073 rVB3 65325 94928 3.13% 0.266%
80 14.611 2095 2098 2103 rVB3 27634 39494 1.30% 0.111%
81 14.672 2103 2108 2115 rBvV2 85921 169290 5.58% 0.475%
82 14.733 2115 2118 2125 rVB6 16114 32525 1.07% 0.091%
83 14.830 2130 2134 2138 rBV2 30214 45305 1.49% 0.127%
84 15.050 2165 2170 2176 rVB2 14637 31134 1.03% 0.087%
85 15.233 2190 2200 2208 rBV 544894 901590 29.73%  2.528%
86 15.318 2209 2214 2224 rVB3 36459 75335 2.48% 0.211%
87 16.287 2366 2373 2389 rVB 103367 217934 7.19% 0.611%

88 16.489 2397 2406 2417 rVB 105975 223884 7.38% 0.628%

Sum of corrected areas: 35664886
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY102122\
Data File : VY@011043.D

Acqg On : 21 Oct 2022 12:29
Operator : KP/MD

Sample : N5217-03

Misc : 5.07g/5.0mL/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y101722S.M
Quant Title : SW846 8260

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

Abundance TIC: VY011043.D\data.ms
1600000

1400000
1200000
1000000
800000
600000
400000

200000
4.716

0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\m‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

Time--> 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60

Abundance TIC: VY011043.D\data.ms
1600000 10.179

1400000
1200000
1000000 11.489

800000
8.691

11.087

600000

400000 10.520

200000 J\ onl 10.349 110.618
9.185 .60 . W
oL il D ke

[T T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50

Abundance TIC: VY011043.D\data.ms
1600000

1400000

1200000

12.642
1000000 12.483 | 12.806 13.422

800000

12203
600000] 12.00212233 13.038 13,745 15.233
l 1235 51 :
b 7342947 P 13,318
2 %

314955 'Hr =9n.g‘4,5

400000

1.898
200000 16.2816.489

.318

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T ‘ T T T ‘ T T T T ‘
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY102122\
Data File : VY@11043.D

Acqg On : 21 Oct 2022 12:29

Operator : KP/MD

Sample : N5217-03

Misc : 5.07g/5.0mL/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y101722S.M
: SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 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 Cyclohexane, 1,1-dimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
10.349 16.27 ug/1l 510810 Chlorobenzene-d5 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclohexane,
2 Cyclohexane,

4 Cyclohexane,

1,1-d
1,3-d
3 Cyclohexane, 1,4-dimethy
1,4-d
1,3-d

1- 112 C8H16
1-, trans- 112 C8H16
1-, trans- 112 C8H16
1- 112 C8H16

000590-66-9 94
002207-03-6 78
002207-04-7 72
000589-90-2 64

5 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 59
Abundance Scan 1399 (10.349 min): VY011043.D\data.ms (-1393) (- | m/z 97.10 100.00%
97.1
55.1
5000
H ‘ 10.00 10.50
bbb w2070 L, 5510 63.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7617: Cyclohexane, 1,1-dimethyl-
97.0
55.0
5000
10.00 10.50
27.0 m/z 69.05 42.06%
O\\\‘\‘\l‘\\ \\\““\w‘\\“}\\H‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7685: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
i e
10.00 10.50
5000 ITI/Z 56.10 35.98%
27.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7686: Cyclohexane, 1,4-dimethyl-, trans- — =
55.0 97.0 10.00 10.50
m/z 41.10 33.15%
5000
27.0
0 Va v,
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY102122\
Data File : VY@011043.D

Acqg On : 21 Oct 2022 12:29
Operator : KP/MD

Sample : N5217-03

Misc : 5.07g/5.0mL/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y101722S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 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 Cyclohexane, 1,2-dimethyl-,... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.520 19.71 ug/1 618532  Chlorobenzene-d5 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 91
2 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 90
3 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 90
4 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 87
5 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 87
Abundance Scan 1427 (10.520 min): VY011043.D\data.ms (-1422) (- m/z 97.10 100.00%
97.1
55.1
5000
411 112.1
70.1
|
0brererr el L myz 55,10 75.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7688: Cyclohexane, 1,2-dimethyl-, trans-
55.0 97.0
41.0
5000
270 69.0 112.0 10.50
‘ 83.0 m/z 112.10  35.82%
O\H‘HH‘\H\“\H\’\‘H\’\H\‘\‘\\\‘!‘H\\‘\M\\‘\HM\H\‘\H\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7682: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0 //
— 4
10.50
5000 41.0 m/z 41.10 32.33%
112.0
270 69.0
830
0 1,,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7669: Cyclohexane, 1,4-dimethyl-, cis- L
55.0 97.0 10.50
m/z 56.10  22.98%
5000 41.0
112.0
27.0
H | 69.0 530
om_m‘w_m,“”‘,MWHHHWU‘WHWWHW AR P!
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY102122\
Data File : VY@11043.D

Acqg On : 21 Oct 2022 12:29

Operator : KP/MD

Sample : N5217-03

Misc : 5.07g/5.0mL/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y101722S.M
: SW846 8260

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 3 Cyclohexane, ethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
11638 13.97 ug/l 438527 Chlorobenzene-ds 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cyclohexane, ethyl- 112 came 061678-91-7 90
2 trans-4,4-Dimethyl-2-hexene 112 C8H16 019550-83-5 53

3 Oxalic acid, dicyclohexyl ester

4 Oxalic acid, cyclohexyl propyl e...

5 3,4-Dimethyl-2-hexene

254 C14H2204
214 C11H1804

112

C8H16

1000309-30-9 50
1000309-30-3 50
002213-37-8 50

Abundance Scan 1512 (11.038 min): VY011043.D\data.ms (-1508) (- m/z 83.10 100.00%
83.1
5000
41.1
‘ 11% 1 11.00
ol L4 1L 28 m/z 55.18 52.05%
m/z--> 50 100 150 200 250
Abundance #7533: Cyclohexane, ethyl-
83.0
sooo| 410 =L ‘
11.00
m/z 82.10 46.05%
O \‘\ H\ Lh ‘H‘\ M T T ‘11\%.\0\ T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #7622: trans-4,4-Dimethyl-2-hexene
83.0
11.00
5000 ITI/Z 41.10 25.09%
41.0
0 . M‘ ‘M ‘\‘\‘\H} n‘\\ . “11‘?0‘ —— —— ——
m/z--> 50 100 150 200 250
Abundance #140354: Oxalic acid, dicyclohexyl ester —
83.0 11.00
m/z 112.10 21.03%
5000
41.0
0 | | 129.0 /\
el e T T A
m/z--> 50 100 150 200 250 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY102122\
Data File : VY@011043.D

Acqg On : 21 Oct 2022 12:29
Operator : KP/MD

Sample : N5217-03

Misc : 5.07g/5.0mL/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y101722S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 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 Cyclohexane, 1,1,3-trimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.087 31.02 ug/l 973475  Chlorobenzene-d5 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 95
2 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 64
3 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 59
4 Cyclooctane, butyl- 168 C12H24 016538-93-5 59
5 p-Fluoroaniline 111 C6H6FN 000371-40-4 50

Abundance Scan 1520 (11.087 min): VY011043.D\data.ms (-1516) (- m/z 111.10 100.00%
111.1
69.1
5000
41.1 /\
Ay
‘ ‘ 11.00
Ol b 2070 7 69.10  69.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13264: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
5000 =L :
41.0 11.00
‘ m/z 55.10 38.25%
O’
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13261: Cyclohexane, 1,3,5-trimethyl-
69.0 111.0
RN \
11.00
5000 m/z 41.10 26.96%
41.0
O O O B USSR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13306: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha. — ‘
69.0 111.0 11.00
m/z 56.10 20.49%
5000
41.0
om0y d e L L U
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY102122\
Data File : VY@011043.D

Acqg On : 21 Oct 2022 12:29
Operator : KP/MD

Sample : N5217-03

Misc : 5.07g/5.0mL/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y101722S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 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 Bicyclo[3.3.1]nonane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.203  39.11 ug/l 1227690  Chlorobenzene-d5 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.3.1]nonane 124 C9H16 000280-65-9 60
2 3-Octyne, 2-methyl- 124 C9H16 055402-15-8 43
3 Cyclohexane, 1-propenyl- 124 C9H16 005364-83-0 41
4 Cyclohexene,3-propyl- 124 C9H16 003983-06-0 38
5 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 38

Abundance Scan 1703 (12.203 min): VY011043.D\data.ms (-1693) (- m/z 67.05 100.00%

67.0
5000 41.1 96.1

1241 12.00 12.50
0 e 2988 h/7 8110 88.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12149: Bicyclo[3.3.1]nonane
81.0
124.0
41.0
5000 L —
12.00 12.50

m/z 82.10  73.45%

Al 0 |
\\\\‘\\\\‘\1 \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12142: 3-Octyne, 2-methyl-
67.0

=7 e
12.00 12.50

o

5000 ITI/Z 41.10 42.92%
41.0 950
‘ 124.0
0\u\‘\u\H\‘\“\“\“!‘\\“i‘u‘H‘\\‘u‘!u\‘uu‘uu‘uu‘uu
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12170: Cyclohexane, 1-propenyl- 7 T
41.0 67.0 12.00 12.50

m/z 57.10  39.48%

5000
95.0 124.0
15.0 ‘ ‘

‘ —
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY102122\
Data File : VY@011043.D

Acqg On : 21 Oct 2022 12:29
Operator : KP/MD

Sample : N5217-03

Misc : 5.07g/5.0mL/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y101722S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 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 Octane, 2,3-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.233  25.23 ug/1 791859  Chlorobenzene-d5 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 58
2 Heptane, 4-propyl- 142 C10H22 003178-29-8 50
3 Heptane, 3-ethyl-2-methyl- 142 C1leH22 014676-29-0 42
4 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 38
5 2-Decene, 5-methyl-, (Z)- 154 C11H22 074645-86-6 35

Abundance Scan 1708 (12.233 min): VY011043.D\data.ms (-1706) (- m/z 57.10 100.00%
57.

1
5000 98.1

T —
12.00 12.50

126.1
Ol L2068 n/z 98.10  44.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22101: Octane, 2,3-dimethyl-
57.0
5000 s =
98.0 12.00 12.50

m/z 43.10 36.90%

29.0
w““"Uww‘w““wm“"m_“1‘4‘2"9“””_”“”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22084: Heptane, 4-propyl-
57.0

T T
12.00 12.50

o

5000 m/z 41.10 29.17%
98.0
29.0 ‘
ol M 20
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22127: Heptane, 3-ethyl-2-methyl- —— ——
57.0 12.00 12.50

m/z 83.10  28.73%

5000 98.0
29.0
0 [l h‘ H‘ L 142.0

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY102122\
Data File : VY@011043.D

Acqg On : 21 Oct 2022 12:29
Operator : KP/MD

Sample : N5217-03

Misc : 5.07g/5.0mL/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y101722S.M
Quant Title : SW846 8260

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

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

Peak Number 7 unknownl12.733 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.733  37.11 ug/1 943293  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Hexadiene, 3-ethyl- 110 C8H14 002080-89-9 46
2 2,4-Heptadienal, (E,E)- 110 C7H100 004313-03-5 38
3 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 38
4 2,4-Decadienal 152 C10H160 002363-88-4 35
5 Cyclopentane, 1-methyl-3-(2-meth... 140 C10H20 029053-04-1 30

Abundance Scan 1790 (12.733 min): VY011043.D\data.ms (-1782) (- m/z 81.05 100.00%

81.0
5000
41.0

120.1 T T
L H I H || 1521 2072 281 2oL B
Obrrrprrre e bl bl G e e G e m/Z 55,18 53.91%
m/fz--> 20 40 60 80 100120140160180200220240260280
Abundance #6720: 1,4-Hexadiene, 3-ethyl-
81.0
5000 — ——

41.0 12.50 13.00
m/z 105.05 53.71%

Y M
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #6579: 2,4-Heptadienal, (E,E)-
81.0

o

12.50 13.00
5000 m/z 97.05 43.01%
28.0
‘ ‘ 110.0

o“WNMMwWMMMw\mM‘m‘_H‘_H‘“H‘“‘H_‘H_‘H‘HH‘HH,H

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #3285: Cyclobutane, (1-methylethylidene)- —F ——
81.0 12.50 13.00

m/z 41.05 28.82%

5000
39.0
wam\ﬂwh ‘

0‘H‘mHM‘leupHL_HW‘HW‘HWH‘WHH‘HH‘HHM‘HMH‘M‘ —— —
m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY102122\
Data File : VY@011043.D

Acqg On : 21 Oct 2022 12:29
Operator : KP/MD

Sample : N5217-03

Misc : 5.07g/5.0mL/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y101722S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 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 4-Octene, 2,6-dimethyl-, [S... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.947 15.92 ug/1 404610 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Octene, 2,6-dimethyl-, [S-(E)]- 140 C10H20 062960-76-3 76
2 4-Octene, 2,6-dimethyl-, [S-(Z)]- 14@ C1@H20 062960-77-4 52
3 1-Hexene, 2,5,5-trimethyl- 126 C9H18 062185-56-2 43
4 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 35
5 2-Hexene, 4-ethyl-2,3-dimethyl- 140 C10H20 1000149-19-7 30
Abundance Scan 1825 (12.947 min): VY011043.D\data.ms (-1821) (- | m/z 69.10 100.00%
69.1
41.1
5000
8.1 1111
—
I
Y —— i M il e IS8 s 70,10 65.61%
m/z--> 20 40 60 80 100 120 140 160
Abundance #20746: 4-Octene, 2,6-dimethyl-, [S-(E)]-
55.0
5000 T
13.00
140.0 . .58%
‘ ‘ 111.0 ‘ m/z 41.10 58.58
0\‘\\\\“‘\\\‘“\“N\\H“‘J\\\“\\‘r‘\‘\\\\“\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #20747: 4-Octene, 2,6-dimethyl-, [S-(2)]-
55.0
—
13.00
5000 m/z 57.10 56.59%
29.0 ‘ 830 1110 1400
o L b
m/z--> 20 40 60 80 100 120 140 160
Abundance #13228: 1-Hexene, 2,5,5-trimethyl- e
57.0 13.00
m/z 55.10 56.46%
5000
41.0
111.0
ol250 | .l 80 | 110 -
m/z--> 20 40 60 80 100 120 140 160 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY102122\
Data File : VY@011043.D

Acqg On : 21 Oct 2022 12:29
Operator : KP/MD

Sample : N5217-03

Misc : 5.07g/5.0mL/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y101722S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 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 Decane, 4-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.038  32.45 ug/l 824783 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 58
2 n-Amyl ether 158 C10H220 000693-65-2 47
3 Dodecane, 4-methyl- 184 C13H28 006117-97-1 47
4 Heptane, 3,3-dimethyl- 128 C9H20 004032-86-4 47
5 Octane, 3-ethyl- 142 C1eH22 005881-17-4 43
Abundance Scan 1840 (13.038 min): VY011043.D\data.ms (-1836) (- m/z 71.10 100.00%
71.1
431
5000
96.1 U
13.00
124.1 156.2
0 ww‘i‘m mi‘sum“"“”m“““59_““”“2‘9‘7:1‘ m/z 43.10  79.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33082: Decane, 4-methyl-
43.0 710
5000 —— :
13.00
m/z 57.10 69.05%
112.0
0\1\5\.(‘)\‘!\\ \\‘h“\\w\“H\\\‘\\!‘\‘\\\\‘\]\-\5\6‘.(\)\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34603: n-Amyl ether
430 10
T
13.00
5000 m/z 41.10 44.01%
G150 ||| 1010 1590 1580
A L T R o e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59044: Dodecane, 4-methyl- 7 ‘
43.0 13.00
71.0 m/z 70.10 43.44%
h \AA/\\/\L\
99.0 140.0
1 O M
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY102122\
Data File : VY@011043.D

Acqg On : 21 Oct 2022 12:29
Operator : KP/MD

Sample : N5217-03

Misc : 5.07g/5.0mL/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y101722S.M
Quant Title : SW846 8260

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

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

Peak Number 10 Naphthalene, decahydro-, tr... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.745  27.55 ug/1 700305 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 95
2 Naphthalene, decahydro- 138 C10H18 000091-17-8 94
3 Cyclohexane, 1-methyl-4-(1-methy... 138 C10H18 001124-25-0 76
4 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 70
5 Spiro[4.5]decane 138 C10H18 000176-63-6 68

Abundance Scan 1956 (13.745 min): VY011043.D\data.ms (-1950) (- m/z 67.00 100.00%

67.0 138.0
96.0
5000

T
13.50 14.00

obn3 207.1 281. ‘m/z 138.00  93.20%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #19466: Naphthalene, decahydro-, trans-
67.0 138.0
96.0
5000 L N
27.0 13.50 14.00

m/z 41.10 92.21%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #19429: Naphthalene, decahydro-
67.0 138.0
96.0 U T
13.50 14.00
5000 m/z 55.10 77 .00%
27.0 H
Om“‘l‘m{‘\m,\ H,‘m“H“H‘H‘“‘H‘w‘H‘,‘H‘,w_wwww
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #19553: Cyclohexane, 1-methyl-4-(1-methylethenyl)-, tra e

T
.0 13.50 14.00

m/z 81.10 76.99%

81
41.0
5000
138.0
\‘ ‘wh L

N — —— —
miz--> 20 40 60 80 100120140160180200220240260280 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY102122\
Data File : VY011043.D

Acqg On : 21 Oct 2022 12:29
Operator : KP/MD

Sample : N5217-03

Misc : 5.07g/5.0mL/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y101722S.M
Quant Title : SW846 8260

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Cyclohexane, 1,... 10.349 16.3 ug/l 510810 3 11.490 1569340 50.0
Cyclohexane, 1,... 10.520 19.7 ug/l 618532 3 11.490 1569340 50.0
Cyclohexane, et... 11.038 14.0 wug/l 438527 3 11.490 1569340 50.0
Cyclohexane, 1,... 11.087 31.0 ug/l 973475 3 11.490 1569340 50.0
Bicyclo[3.3.1]n... 12.203 39.1 wug/l 1227690 3 11.490 1569340 50.0
Octane, 2,3-dim... 12.233 25.2 ug/l 791859 3 11.490 1569340 50.0
unknownl12.733 12.733 37.1 ug/l 943293 4 13.422 1270820 50.0
4-Octene, 2,6-d... 12.947 15.9 ug/l 404610 4 13.422 1270820 50.0
Decane, 4-methyl- 13.038 32.5 ug/l 824783 4 13.422 1270820 50.0
Naphthalene, de... 13.745 27.6 ug/l 700305 4 13.422 1270820 50.0
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