LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020322\
Data File : VY007380.D

Acqg On : 03 Feb 2022 16:51
Operator : SY/MD

Sample : N1381-09

Misc : 6.30g/5.06mL/MSVOA_Y/SOIL

ALS Vvial : 18 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\82Y020222S.M

Title : SW846 8260

Signal : TIC: VY@07380.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 7.874 985 993 1005 rVB 157403 395653 1.00% 0.056%
2 8.691 1116 1127 1135 rBV 222635 441762 1.12% 0.062%
3 9.154 1192 1203 1205 rBV 748237 1595101 4.05% 0.225%
4 9.185 1205 1208 1213 rVV2 994094 1867406 4.74%  0.263%
5 9.240 1213 1217 1225 rVB 753425 1476505 3.75% 0.208%

6 9.465 1243 1254 1264 rVB2 1156819 2848822 7
7 9.606 1266 1277 1289 rBV2 1505731 3133421 7
8 9.758 1291 1302 1306 rBV 963907 2015608 5.12%
9 9.801 1306 1309 1315 rVB 629721 1038364 2
9.935 1324 1331 1336 rBV 1451630 2902322 7

[CRCECEOR]
N
[
IS
R

11  9.990 1336 1340 1347 rVB 800384 1454435 3.69%
12 10.075 1347 1354 1356 rBV 461151 910895 2.31%
13 10.179 1364 1371 1374 rBV 4536799 8526616 21.65%
14 10.215 1374 1377 1384 rVB 3273702 5348191 13.58%
15 10.307 1384 1392 1394 rBvV2 857881 1472152 3.74%

OCO0ORrRrROOC
N
[
(O]
B

16 10.349 1394 1399 1410 rVB2 2858017 7644606 19.41%
17 10.483 1410 1421 1423 rBV2 1533342 3177029 8.07%
18 10.520 1423 1427 1436 rVB 6564746 11705478 29.72%
19 10.618 1436 1443 1448 rBV2 3378479 7119099 18.08%
20 10.666 1448 1451 1454 rVB 886841 1180004  3.00%

oORrRrROR
o
A
00
R

21 10.715 1454 1459 1464 rVB 2469263 3922787  9.96%
22 10.807 1468 1474 1480 rVB 9569776 16312047 41.42%
23 10.910 1480 1491 1498 rBV 5690808 12869112 32.67%
24 10.977 1498 1502 1505 rBV3 2258825 3913516  9.94%
25 11.038 1509 1512 1516 rVB 2594779 3426932 8.70%

OO0ORrNOG
(o]
iy
N
R

26 11.093 1516 1521 1527 rBV 14866841 28204837 71.61% 3.970%

27 11.148 1527 1530 1534 rVB 3044203 3765554 9.56% ©.530%
28 11.209 1534 1540 1544 rBV3 5525889 10765047 27.33%  1.515%
29 11.252 1544 1547 1550 rVB 2604573 3256745 8.27%  0.458%
30 11.300 1550 1555 1563 rVB 9965822 18167291 46.13% 2.557%
31 11.380 1563 1568 1571 rBV2 1590666 2813369 7.14%  0©.396%
32 11.422 1571 1575 1581 rBV3 1269038 2149815 5.46% ©0.303%
33 11.477 1581 1584 1588 rVB2 709334 1001463 2.54% 0.141%
34 11.532 1588 1593 1596 rBV 1583877 2336338 5.93% ©.329%
35 11.581 1596 1601 1604 rBV2 1388755 2082726 5.29% ©.293%

36 11.630 1604 1609 1613 rBV 4360512 6744795 17.12%  0.949%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020322\
Data File : VY007380.D

Acqg On : 03 Feb 2022 16:51
Operator : SY/MD

Sample : N1381-09

Misc : 6.30g/5.06mL/MSVOA_Y/SOIL

ALS Vvial : 18 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\82Y020222S.M
Title : SW846 8260

37 11.684 1613 1618 1623 rBV4 5776717 12730630 32.32% 1.792%
38 11.745 1623 1628 1631 rBV 9533397 18111207 45.98% 2.550%
39 11.782 1631 1634 1640 rVB3 10581449 18374681 46.65% 2.587%
40 11.843 1640 1644 1648 rBV2 3315902 6316891 16.04% 0.889%

41 11.898 1648 1653 1656 rBV3 2086309 3462879 8.79% 0.487%
42 11.941 1656 1660 1664 rVB2 3592912 5038631 12.79% 0.709%
43 12.008 1664 1671 1678 rBV4 13403440 39386247 100.00%  5.544%
44 12.069 1678 1681 1683 rBV2 1642119 2119845 5.38% ©.298%
45 12.136 1687 1692 1696 rBV 12272032 20452994 51.93% 2.879%

46 12.209 1699 1704 1707 rBV3 10547166 20651907 52.43% 2.907%
47 12.245 1707 1710 1716 rVB4 11164112 20486784 52.02%  2.884%
48 12.379 1729 1732 1739 rVB5 7929440 15696309 39.85%  2.210%
49 12.495 1745 1751 1755 rVB4 5095243 9931301 25.22% 1.398%
50 12.581 1755 1765 1768 rBV6 7944868 23149233 58.77% 3.259%

51 12.654 1772 1777 1783 rVB3 16147761 35036075 88.96% 4.932%
52 12.733 1783 1790 1795 rBV5 10700067 28373188 72.04%  3.994%
53 12.812 1796 1803 1808 rBV7 10882124 32711113 83.05% 4.605%
54 12.953 1818 1826 1830 rBV5 8594751 17176478 43.61% 2.418%

55 12.995 1830 1833 1835 rVV 2905217 4027075 10.22% 0.567%
56 13.044 1838 1841 1850 rVB7 5024165 11865033 30.12% 1.670%
57 13.135 1854 1856 1859 rBV2 2097151 2381692 6.05% ©0.335%
58 13.172 1859 1862 1868 rBV4 5101181 9200853 23.36% 1.295%
59 13.233 1868 1872 1873 rBV 4626850 6039325 15.33% 0.850%
60 13.324 1879 1887 1891 rBV7 8276598 21467718 54.51% 3.022%

61 13.574 1923 1928 1938 rVB5 7637020 20688378 52.53% 2.912%
62 13.751 1951 1957 1962 rBV3 12841916 25661348 65.15% 3.612%
63 13.800 1962 1965 1969 rVB4 3122375 4219916 10.71% 0.594%
64 13.861 1971 1975 1982 rVB6 4830585 10941993 27.78%  1.540%
65 13.940 1983 1988 1991 rBV6 3345499 7230781 18.36% 1.018%

66 14.074 2006 2010 2016 rBV5 2195888 4849426 12.31% 0.683%
67 14.141 2017 2021 2027 rVV7 3197925 6665775 16.92% .938%
68 14.196 2027 2030 2035 rVV4 1762072 3043056 7.73% 0.428%
69 14.263 2035 2041 2055 rVB6 10429505 26839675 68.14% 3.778%
70 14.379 2056 2060 2063 rBV2 1250376 2267519 5.76% 0.319%

o

71 14.422 2063 2067 2072 rVV3 6290576 10072864 25.57% 1.418%
72 14.477 2073 2076 2086 rVB6 1764316 4227160 10.73%  0.595%
73 14.617 2096 2099 2103 rVV3 839152 1155648 2.93% 0.163%
74 14.678 2105 2109 2114 rVV4 1596579 3223498 8.18%  0.454%
75 14.733 2115 2118 2125 rVB4 1692111 2947896  7.48%  0.415%

76 14.849 2134 2137 2139 rBV 592648 756833 1.92% 0.107%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020322\
Data File : VY007380.D

Acqg On : 03 Feb 2022 16:51
Operator : SY/MD

Sample : N1381-09

Misc : 6.30g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 18 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\82Y020222S.M
Title : SW846 8260

77 14.940 2150 2152 2156 rVB2 920088 1126714 2.86% ©.159%
78 15.001 2156 2162 2165 rBv4 438107 953075 2.42% 0.134%

79 15.281 2202 2208 2214 rBV6 351190 896351 2.28% 0.126%
80 15.598 2255 2260 2267 rVB5 191680 425529 1.08% 0.060%

Sum of corrected areas: 710367367
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020322\
Data File : VY007380.D

Acqg On : 03 Feb 2022 16:51
Operator : SY/MD

Sample : N1381-09

Misc : 6.30g/5.0mL/MSVOA_Y/SOIL

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y020222S.M
Quant Title : SW846 8260

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

Abundance TIC: VY007380.D\data.ms
2e+07

1.5e+07

1le+07

5000000

0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

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: VY007380.D\data.ms
2e+07

11.093

1.5e+07
1le+07

5000000

0 7.874
—— — = ~ — ‘
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

Abundance TIC: VY007380.D\data.ms
2e+07 13.751
12.694.812

13. 324

1.5e+07

12.95 3 ;;. ‘
oa7e  1b.733 3‘:131 13574 14.263
g .861
yike || 3 18.800
3 3.940
le+07 12.58] ‘ ‘ 14.427
' ‘ 14. 14
i
50000001 80t ‘ a7

“‘ 88733
48
A“ %1 15,281
. 15.598
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 1550 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020322\
Data File : VY007380.D

Acqg On : 03 Feb 2022 16:51
Operator : SY/MD

Sample : N1381-09

Misc : 6.30g/5.0mL/MSVOA_Y/SOIL

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y020222S.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 1 Heptane, 2,6-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.807 814.41 ug/1 16312000 Chlorobenzene-d5 11.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 91
2 Octane, 2-methyl- 128 C9H20 003221-61-2 91
3 Octane, 3-ethyl-2,7-dimethyl- 170 C12H26 062183-55-5 59
4 Nonane 128 C9H20 000111-84-2 58
5 Octane, 3,4,5,6-tetramethyl- 170 C12H26 062185-21-1 53
Abundance Scan 1474 (10.807 min): VY007380.D\data.ms (-1468) (| m/z 43.10 100.00%
3.1
5000 71.1 M
£ o
‘ ‘ ‘ 11‘3'2 10.50 11.00
ol A B87.1 1610 1890 sz 57.16  66.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14541: Heptane, 2,6-dimethyl-
43.0
5000 F~ =,
10.50 11.00
71.0 m/z 41.10 46.72%
H ‘ 113.0
0 \‘\}\\“}\\‘!‘\\‘\\‘}‘\\\‘\\\‘\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0 | 710
- ——
10.50 11.00
5000 m/z 71.10 44.01%
113.0
O el el el e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45519: Octane, 3-ethyl-2,7-dimethyl- P 1
43.0 10.50 11.00
m/z 42.10  28.02%
) | MMU
126.
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020322\
Data File : VY007380.D

Acqg On : 03 Feb 2022 16:51
Operator : SY/MD

Sample : N1381-09

Misc : 6.30g/5.0mL/MSVOA_Y/SOIL

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y020222S.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 Heptane, 2,5-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.910 642.52 ug/l 12869100 Chlorobenzene-d5 11.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 91
2 Octane, 3-methyl- 128 C9H20 002216-33-3 87
3 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 76
4 2,2,4,4-Tetramethyloctane 170 C12H26 062183-79-3 53
5 Nonane, 2,2,4,4,6,8,8-heptamethyl- 226 C16H34 004390-04-9 50
Abundance Scan 1491 (10.910 min): VY007380.D\data.ms (-1480) (- m/z 57.10 100.00%
57.1
—=
| 99\1 128.2 11.00
bbbl 4 SER2 1522 1792 2064 /7 43,10 35.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14559: Heptane, 2,5-dimethyl-
57.0
5000 1
11.00
m/z 41.10 31.89%
29.0 99.0
Ly L | 1280
O\\\‘\\\\i\\\‘“\\‘\\‘\\\\‘\\\\‘\}\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
——
11.00
5000 m/z 56.10 23.94%
29.0 98.0
0 128.0
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14562: Heptane, 3,5-dimethyl- T
57.0 11.00
m/z 99.10 15.06%
5000
29.0 99.0
o amo
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\VY020322\
Data File : VY007380.D

Acqg On : 03 Feb 2022 16:51
Operator : SY/MD

Sample : N1381-09

Misc : 6.30g/5.0mL/MSVOA_Y/SOIL

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y020222S.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 3 Cyclohexane, 1,1,3-trimethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
11.093 1408.18 ug/l 28204860 Chlorobenzene-d5 11.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 comis 003073-66-3 95

2 2,4,6-Trimethyl-1,5-diazabicyclo... 126 C7H14N2

1000283-21-2 64

3 Cyclooctane, (1-methylpropyl)- 168 C12H24 016538-89-9 64
4 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 50
5 3-Hexene, 2,5-dimethyl- 112 C8H16 015910-22-2 50
Abundance Scan 1521 (11.093 min): VY007380.D\data.ms (-1516) (- m/z 111.10 100.00%
114.1
69.1
5000 41.1
T \
R oo
0ol ST 1272 1470 0 s 69 10 78.77%
miz--> 20 40 60 80 100 120 140
Abundance #13262: Cyclohexane, 1,1,3-trimethyl-
111.0
69.0
5000 41.0 S ‘
11.00
m/z 55.10  49.20%
Ot T \H\ \‘i“\ T \H‘\ T \9\5\.(‘)\\‘1\%\2‘7\.\0\ T
miz--> 20 40 60 80 100 120 140
Abundance
69‘0 111-0
T I
11.00
5000 42.0 m/z 41.10 45.01%
0 15.0 85.0 127.0
e e e e
m/iz--> 20 40 60 80 100 120 140
Abundance #43578: Cyclooctane, (1-methylpropyl)- —
69.0 11.00
111.0 ITI/Z 56.10 26.35%
5000
41.0
o‘“"J“uk‘uU“M"N‘g?ﬂ“u“““““‘ —
m/z--> 20 40 60 80 100 120 140 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020322\
Data File : VY007380.D

Acqg On : 03 Feb 2022 16:51
Operator : SY/MD

Sample : N1381-09

Misc : 6.30g/5.0mL/MSVOA_Y/SOIL

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y020222S.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, 1,2,4-trimethy... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.300 907.04 ug/l 18167300  Chlorobenzene-d5 11.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 94
2 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 93
3 Cyclohexane, 1,3,5-trimethyl- 126 CO9H18 001839-63-0 90
4 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 90
5 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 78
Abundance Scan 1555 (11.300 min): VY007380.D\data.ms (-1550) (- m/z 111.10 100.00%
69.1 114.1
5000
41.1
“ ‘ 11.00 11.50
Ol Ml | 1330 1632 1943 0 69,10 93.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13297: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4
69.0 111.0
5000 41.0 L T
11.00 11.50
m/z 55.10 60.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69.0 111.0
T —
41.0 11.00 11.50
5000 m/z 41.10 35.49%
15.0
o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13261: Cyclohexane, 1,3,5-trimethyl- — —
69.0 111.0 11.00 11.50
m/z 126.20  29.95%
5000
41.0
oH"_UH_H!‘_u‘u‘Mm_‘1‘,‘m,w,w,w,w
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020322\
Data File : VY007380.D

Acqg On : 03 Feb 2022 16:51
Operator : SY/MD

Sample : N1381-09

Misc : 6.30g/5.0mL/MSVOA_Y/SOIL

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y020222S.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 1-Ethyl-3-methylcyclohexane... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.745 904.24 ug/1 18111200  Chlorobenzene-d5 11.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 91
2 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 90
3 Cyclohexane, 1l-ethyl-2-methyl- 126 CO9H18 003728-54-9 90
4 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 87
5 1-Ethyl-4-methylcyclohexane 126 CSH18 003728-56-1 81

Abundance Scan 1628 (11.745 min): VY007380.D\data.ms (-1623) (- m/z 97.10 100.00%
97.

1
55.1
5000
126.2

‘ ‘ ‘ ‘ 11.50 12.00
Il e 150.0173.3 207.1 m/z 55.10 78.56%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13276: 1-Ethyl-3-methylcyclohexane (c,t)
97.0
55.0

o

5000 A L
11.50 12.00
126.0 m/z 41.10 29.05%
290‘ ‘
O“‘WU‘“W‘MWJ“‘J”"W‘”W‘”‘!”“W“W“”\‘”‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55.0 97.0
11!50 12ﬁ00
5000 m/z 126.20 19.46%
27.0
126.0
O T T T ?
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13267: Cyclohexane, 1-ethyl-2-methyl-
97.0 11.50 12.00

55.0
m/z 69.10 15.58%

5000
290 ‘ 12?0
XA P |

T ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020322\
Data File : VY007380.D

Acqg On : 03 Feb 2022 16:51
Operator : SY/MD

Sample : N1381-09

Misc : 6.30g/5.0mL/MSVOA_Y/SOIL

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y020222S.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 Cyclohexane, 1l-ethyl-4-meth... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.782 917.39 ug/1 18374700  Chlorobenzene-d5 11.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 90
2 1-Ethyl-4-methylcyclohexane 126 CSH18 003728-56-1 87
3 cis-1-Ethyl-3-methyl-cyclohexane 126 CO9H18 019489-10-2 86
4 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 86
5 Cyclohexane, 1-ethyl-2-methyl- 126 CSH18 003728-54-9 72
Abundance Scan 1634 (11.782 min): VY007380.D\data.ms (-1631) (- m/z 97.10 100.00%
1.1
55.1
5000
‘ -7 126.2 11.50 12.00
Ob b TR L1633 1913 ., 5519 81.63%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13285: Cyclohexane, 1-ethyl-4-methyl-, cis-
55.0 97.0
2000 1150 1200
27.0 : : -
‘ 126.0 m/z 96.10 31.58%
O\‘\‘1\\“H\\‘\H!“\H‘Z?.‘R\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
55.0 97.0
—= i
11.50 12.00
5000 m/z 41.10 16.46%
126.0
27.0
0 77.0
e e B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13274: cis-1-Ethyl-3-methyl-cyclohexane — —
55.0 0 11.50 12.00
m/z 126.20 16.00%
5000
126.0
29.0 ‘ ‘
P O . 0 VU SO
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:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020322\
Data File : VY007380.D

Acqg On : 03 Feb 2022 16:51
Operator : SY/MD

Sample : N1381-09

Misc : 6.30g/5.0mL/MSVOA_Y/SOIL

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y020222S.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 3,5-Dimethyl-3-heptene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.008 1966.44 ug/1 39386200 Chlorobenzene-d5 11.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-Dimethyl-3-heptene 126 CSH18 059643-68-4 70
2 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 64
3 1-Ethyl-4-methylcyclohexane 126 CO9H18 003728-56-1 64
4 Cyclohexane, 1,3-dimethyl- 112 C8H16 000591-21-9 64
5 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 64
Abundance Scan 1671 (12.008 min): VY007380.D\data.ms (-1664) (- m/z 97.10 100.00%
55.1 97.1
5000
126.2 U
‘ 12.00
0 60 I L 1810 1910 ., 5510  88.68%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13210: 3,5-Dimethyl-3-heptene
55.0
97.0
5000 e
12.00
m/z 41.10 49.68%
20.0 126.0
0 \H‘\Hu‘i“\\‘\‘1“\“\‘\\”“\\H“HH‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
55.0 97.0
I \
12.00
5000 m/z 69.10 35.99%
27.0 126.0
0 76.0
s
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13239: 1-Ethyl-4-methylcyclohexane T ‘
55.0 97.0 12.00
m/z 43.10 24.64%
5000
126.0
27.0 ‘ %
S - T O A —
m/z--> 20 40 60 80 100 120 140 160 180 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020322\
Data File : VY007380.D

Acqg On : 03 Feb 2022 16:51
Operator : SY/MD

Sample : N1381-09

Misc : 6.30g/5.0mL/MSVOA_Y/SOIL

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y020222S.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 Octane, 2,6-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.136 1021.16 ug/1 20453000 Chlorobenzene-d5 11.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 91
2 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 91
3 Nonane, 3-methyl- 142 C1leH22 005911-04-6 90
4 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 72
5 Octane, 1,1'-oxybis- 242 C16H340 000629-82-3 64

Abundance Scan 1692 (12.136 min): VY007380.D\data.ms (-1687) (- m/z 57.10 100.00%
57.

1
5000
113.2

T
85.1 12.00 12.50

142.2
SR A 0882094 7110 71.37%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22103: Octane, 2,6-dimethyl-
57.0

5000 O
29.0 1200 1250
m/z 41.10  68.68%

85.0 113.0
\\\\‘\1\\‘i‘i\\““\\H}\’}‘.\\\’\\L\‘\\}ﬁz\.\()\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0

T
12.00 12.50

o

o

5000 m/z 43.10 61.88%
113.0
29.0
85.0 142.0

O e e T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22080: Nonane, 3-methyl- T =

57.0 12.00 12.50

m/z 56.10  36.15%

5000{  29.0 J\/\ﬁmﬂ/\ﬁj\/\/J\J\/v
113.0
LB 1420

Ottt e e e — 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\VY020322\
Data File : VY007380.D

Acqg On : 03 Feb 2022 16:51
Operator : SY/MD

Sample : N1381-09

Misc : 6.30g/5.0mL/MSVOA_Y/SOIL

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y020222S.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 3-Hepten-2-o0l, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.209 1031.09 ug/l 20651900  Chlorobenzene-d5 11.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hepten-2-0l, (E)- 114 C7H140 067077-39-8 64
2 9-Oxabicyclo[3.3.1]non-6-en-2-0l... 140 C8H1202 029946-76-7 47
3 1,4-Hexadiene, 2-methyl- 96 C7H12 001119-14-8 46
4 Cyclohexane, methylene- 96 C7H12 001192-37-6 46
5 1,4-Hexadiene, 4-methyl- 96 C7H12 001116-90-1 46

Abundance Scan 1704 (12.209 min): VY007380.D\data.ms (-1699) (- m/z 57.10 100.00%
57.

1
81.1
5000
113.2 12,00 12:50
" 140.2 : :
0 b ASTC 849 2071 4 8110 75.23%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #8469: 3-Hepten-2-ol, (E)-
54.0 |81.0
5000 27.0 - —
12.00 12.50
m/z 41.10  72.50%
\

0 w‘ﬂh‘M%%%?”“W‘”\‘”‘W“W‘”‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
67.0

T —
12.00 12.50

5000 m/z 67.10 65.94%
41.0 96.0 140.0
0 118.0
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3249: 1,4-Hexadiene, 2-methyl- = —
81.0 12.00 12.50

m/z 43.10 56.53%

5000 39.0
15.0 ‘\ \‘\
o! il |

‘ o
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\VY020322\
Data File : VY007380.D

Acqg On : 03 Feb 2022 16:51
Operator : SY/MD

Sample : N1381-09

Misc : 6.30g/5.0mL/MSVOA_Y/SOIL

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y020222S.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 Cyclopropane, 1,1,2,3-tetra... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.245 1022.84 ug/1 20486800  Chlorobenzene-d5 11.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, methyl- 98 C7H14 000108-87-2 64
2 Cyclopropane, 1,1,2,3-tetramethyl- 98 C7H14 074752-93-5 52
3 2-Pyrazoline, 1-methyl-4-propyl- 126 C7H14N2 033063-77-3 43
4 Cyclohexane, ethyl- 112 C8H16 001678-91-7 38
5 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 35

Abundance Scan 1710 (12.245 min): VY007380.D\data.ms (-1707) (- m/z 41.10 100.00%

41.1 98.1
5000

126.2 — Eas
67-1 “ ‘ 12.00 12.50
L L3523 174 7 57,10 91.14%

m/z--> 20 40 60 80 100 120 140 160
Abundance #3755: Cyclohexane, methyl-
83.0
55.0

5000 1
12.00 12.50
m/z 98.10 88.43%

27.0
\\\‘\H\\‘i‘\\\ \\‘1\\\“‘\\\\‘\\\\‘\\\\’\\\\ 1
m/z--> 20 40 60 80 100 120 140 160
Abundance
55.0

e
12.00 12.50

o

o

5000 83.0 m/z 83.10  80.16%
27.0
O b e T T T
m/z--> 20 40 60 80 100 120 140 160
Abundance #12859: 2-Pyrazoline, 1-methyl-4-propyl- e —
83.0 12.00 12.50

m/z 55.10 63.89%

5000
42.0
126.0
o h

O b e e S —r
miz--> 20 40 60 80 100 120 140 160 12.00 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020322\
Data File : VY007380.D

Acqg On : 03 Feb 2022 16:51
Operator : SY/MD

Sample : N1381-09

Misc : 6.30g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y020222S.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|
Heptane, 2,6-di... 10.807 814.4 wug/l 16312000 3 11.489 1001460 50.0
Heptane, 2,5-di... 10.910 642.5 wug/l 12869100 3 11.489 1001460 50.0
Cyclohexane, 1,... 11.093 1408.2 ug/l 28204800 3 11.489 1001460 50.0
Cyclohexane, 1,... 11.300 907.0 ug/l 18167300 3 11.489 1001460 50.0
1-Ethyl-3-methy... 11.745 904.2 wug/l 18111200 3 11.489 1001460 50.0
Cyclohexane, 1-... 11.782 917.4 ug/l 18374700 3 11.489 1001460 50.0
3,5-Dimethyl-3-... 12.008 1966.4 ug/l 39386200 3 11.489 1001460 50.0
Octane, 2,6-dim... 12.136 1021.2 ug/l 20453000 3 11.489 1001460 50.0
3-Hepten-2-0l, ... 12.209 1031.1 ug/l 20651900 3 11.489 1001460 50.0
Cyclopropane, 1... 12.245 1022.8 ug/l 20486800 3 11.489 1001460 50.0
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