LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020922\
Data File : VY007453.D

Acqg On : 09 Feb 2022 15:23
Operator : SY/MD

Sample : N1455-01

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 15 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@07453.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.966 170 178 191 rBV4 5060 12481 2.16% 0.267%
2 4.710 463 474 477 rBVS 5612 14955 2.58% 0.320%
3 5.241 552 561 575 rBV4 3224 10524 1.82% 0.225%
4 5.753 638 645 653 rvB4 2100 5909 1.02% 0.126%
5 6.692 790 799 810 rBV3 7655 24027 4.15% 0.514%
6 7.722 958 968 974 rBvV 70722 174638 30.16% 3.738%
7 7.795 974 980 987 rVW 115172 261289 45.12%  5.593%
8 7.880 987 994 1005 rVB2 20685 52145 9.00% 1.116%
9 8.002 1007 1014 1019 rBV3 3809 8668 1.50% 0.186%
10 8.143 1029 1037 1049 rVB2 67658 150383 25.97% 3.219%
11  8.325 1059 1067 1078 rVV 26063 67331 11.63% 1.441%
12 8.417 1078 1082 1089 rVB2 3582 6797 1.17% 0.146%
13 8.691 1119 1127 1138 rBV 184058 363867 62.83% 7.789%
14  9.148 1196 1202 1204 rBV2 5858 9541 1.65% 0.204%
15 9.185 1206 1208 1214 rVV4 8047 13632 2.35% 0.292%
16 9.246 1214 1218 1224 rVB3 5183 8629 1.49% 0.185%
17 9.465 1244 1254 1260 rVB3 5306 12691 2.19% 0.272%
18 9.618 1270 1279 1286 rBv4 16983 35292 6.09% ©.755%
19 9.746 1290 1300 1307 rBV2 16556 37721 6.51% 0.807%
20 9.819 1307 1312 1315 rVV4 3663 8070 1.39% 0.173%
21  9.941 1325 1332 1347 rBV6 10758 32218 5.56% 0.690%
22 10.069 1347 1353 1355 rBVS5S 3970 6317 1.09% 0.135%
23 10.112 1355 1360 1364 rVVv3 6060 12816  2.21% 0.274%
24 10.179 1364 1371 1386 rVB 311553 579103 100.00% 12.397%
25 10.349 1392 1399 1410 rVB3 23914 61089 10.55% 1.308%
26 10.477 1410 1420 1421 rBv4 7798 14547 2.51% 0.311%
27 10.520 1422 1427 1434 rVW 65908 119328 20.61% 2.554%
28 10.618 1437 1443 1449 rVV2 28477 60931 10.52% 1.304%
29 10.666 1449 1451 1455 rVvv3 5359 8203 1.42% 0.176%
30 10.715 1455 1459 1463 rVV2 7745 11569 2.00% 0.248%
31 10.807 1469 1474 1479 rVV2 12261 21673 3.74% 0.464%
32 10.904 1483 1490 1497 rVV3 9937 25516 4.41% 0.546%
33 10.971 1497 1501 1502 rVV3 9359 11947 2.06% 0.256%
34 11.008 1503 1507 1509 rvv2 17945 31216 5.39% 0.668%
35 11.038 1509 1512 1516 rVvV2 20580 32972 5.69% 0.706%
36 11.093 1516 1521 1526 rVV2 31619 57709 9.97% 1.235%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020922\
Data File : VY007453.D

Acqg On : 09 Feb 2022 15:23
Operator : SY/MD

Sample : N1455-01

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 15 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 11.148 1526 1530 1534 rVV3 13078 21489 3.71% 0.460%
38 11.203 1534 1539 1543 rVvV3 10428 20512 3.54% 0.439%
39 11.246 1543 1546 1549 rVV3 4549 7895 1.36% 0.169%
40 11.294 1549 1554 1563 rVB3 24496 48089 8.30% 1.029%
41 11.380 1563 1568 1572 rBvV2 4726 8866 1.53% 0.190%
42 11.489 1578 1586 1595 rBV 260435 426683 73.68% 9.134%
43 11.581 1595 1601 1605 rVV 11757 21280 3.67% 0.456%
44 11.630 1605 1609 1613 rVB 9223 13175 2.28% 0.282%
45 11.678 1613 1617 1621 rBV5 5311 12121 2.09% 0.259%
46 11.739 1621 1627 1639 rVBS8 18941 58828 10.16% 1.259%
47 11.837 1639 1643 1647 rBV5 3470 6346 1.10% 0.136%
48 11.898 1647 1653 1657 rBvV3 7380 12793  2.21% 0.274%
49 12.002 1662 1670 1675 rBv4 16771 38349 6.62% 0.821%
50 12.056 1677 1679 1682 rvv3 5485 6966 1.20% 0.149%
51 12.117 1686 1689 1693 rvB2 7244 10636 1.84% 0.228%
52 12.166 1693 1697 1699 rBvV3 4370 6520 1.13% 0.140%
53 12.209 1699 1704 1706 rVV3 13553 24398 4.21% 0.522%
54 12.233 1706 1708 1713 rVB6 9973 14820 2.56% 0.317%
55 12.483 1743 1749 1756 rBV 190750 290830 50.22% 6.226%
56 12.575 1758 1764 1768 rBVS8 4662 8597 1.48% 0.184%
57 12.642 1770 1775 1782 rVB5 17053 36000 6.22% 0.771%
58 12.727 1782 1789 1794 rBV8 7286 20522 3.54% 0.439%
59 12.806 1795 1802 1809 rBVS 9555 27226 4.70% 0.583%
60 12.953 1822 1826 1830 rBV6 6770 8598 1.48% 0.184%
61 13.007 1830 1835 1837 rBV5 3845 7140 1.23% 0.153%
62 13.038 1837 1840 1850 rVB3 17286 30316 5.23% 0.649%
63 13.166 1858 1861 1865 rBV4 5943 9049 1.56% 0.194%
64 13.318 1883 1886 1889 rVV5 7675 11843 2.05% 0.254%
65 13.361 1889 1893 1897 rVV5 10018 16996 2.93% 0.364%
66 13.428 1897 1904 1912 rVB 190481 309877 53.51% 6.633%
67 13.562 1921 1926 1931 rVVe6 7337 12633 2.18% 0.270%
68 13.751 1950 1957 1961 rVV4 24010 45391 7.84% 0.972%
69 13.794 1961 1964 1970 rVV8 7484 17295 2.99% 0.370%
70 13.867 1972 1976 1980 rVWV7 8101 19004 3.28% 0.407%
71 13.916 1980 1984 1989 rVVv8 11611 27425 4.74% 0.587%
72 13.971 1989 1993 1997 rVvVv4 13913 24084 4.16% 0.516%
73 14.013 1997 2000 2005 rVB4 10001 14562 2.51% 0.312%
74 14.074 2005 2010 2015 rBV8 11728 18606 3.21% 0.398%
75 14.141 2015 2021 2027 rBV9 10600 22939 3.96% 0.491%
76 14.202 2027 2031 2033 rBVv4 7159 11564 2.00% 0.248%

82Y020222S.M Thu Feb 10 14:18:47 2022 Page: 2



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020922\
Data File : VY007453.D

Acqg On : 09 Feb 2022 15:23
Operator : SY/MD

Sample : N1455-01

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 15 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 14.257 2034 2040 2055 rVBle 22721 81390 14.05% 1.742%
78 14.385 2057 2061 2063 rBVS5 9771 14185 2.45% 0.304%
79 14.422 2063 2067 2070 rVB3 16440 21406 3.70% 0.458%
80 14.623 2095 2100 2104 rBV7 7396 15329 2.65% ©.328%
81 14.684 2105 2110 2114 rBV6 16243 32642 5.64% 0.699%
82 14.727 2114 2117 2124 rVB3 43030 71690 12.38% 1.535%
83 14.806 2124 2130 2134 rBV7 8460 18844 3.25% ©.403%
84 14.849 2134 2137 2139 rBvV4 6364 8217 1.42% 0.176%
85 14.946 2149 2153 2156 rVB6 15902 22543 3.89% 0.483%
86 15.050 2165 2170 2174 rBVe6 10502 22991 3.97% 0.492%
87 15.214 2192 2197 2202 rBV2 50402 82048 14.17% 1.756%
88 15.440 2231 2234 2241 rBVS8 6831 16426 2.84% ©.352%
89 15.611 2258 2262 2267 rVB5 25141 42866 7.40% 0.918%
990 16.159 2347 2352 2359 rBV2 32521 56719 9.79% 1.214%
91 16.476 2398 2404 2411 rBV1ie 18857 48136 8.31% 1.030%

Sum of corrected areas: 4671439
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020922\
Data File : VY@07453.D

Acqg On : 09 Feb 2022 15:23
Operator : SY/MD

Sample : N1455-01

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS vial : 15 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: VY007453.D\data.ms
300000

250000
200000
150000
100000

50000

2.906 4.710 5.241 5.753 6.692

0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\F\‘\\\\‘\\\\‘\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: VY007453.D\data.ms
300000 10.179

11.489
250000

200000 8.691
150000
7.795
100000
.7 8.143 10.520

50000
880 8.325 10.349 10. 618

9.6187460.
o 8.002 | /8417 o5 O 465 ﬁm@m AO i’
—— —— |

P — T T
Time--> 7.00 7.50 8.00 8.50 9.00 9 50 10. 00 10. 50 11.00 11.50

Abundance TIC: VY007453.D\data.ms
300000

250000

200000 12.483 13.428

150000

100000

15.214
14.727 16.159

15.611
2000 13.038 137 14297192 14,644A498650 » 16.476
12.642 206 9% 5.16833613 5621 wit# 36514.6

‘ T T ‘ T T ‘ T ‘ T T ‘ T T ’ T T ‘ T T ‘ T T ‘ T
Time--> 12.00 12.50 1300 1350 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\VY020922\
Data File : VY@07453.D

Acqg On : 09 Feb 2022 15:23
Operator : SY/MD

Sample : N1455-01

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS vial : 15 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 Pentane, 2,3-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.880 9.98 ug/l 52145  Pentafluorobenzene 7.795

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 87
2 Aziridine, 2-methyl- 57 C3H7N 000075-55-8 43
3 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 42
4 1-Pentanol, 2,3-dimethyl- 116 C7H160 010143-23-4 42
5 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 40
Abundance Scan 994 (7.880 min): VY007453.D\data.ms (-987) (-) m/z 56.05 100.00%
56.0
5000 /\/\ /\
H 7.607.80 8.00 8.20
85.2 .60 7.80 8.00 8.

o‘Hwmu;‘w‘w“”,“”‘iHH‘W_MW_MZ‘Q‘?:? m/z 43.05 81.71%

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

Abundance #4483: Pentane, 2,3-dimethyl-

56.0 J\
5000 \/\\\\‘\\\\‘\\\A\\\‘\\\\
29.0 7.60 7.80 8.00 8.20
m/z 41.05 69.96%
| |80
O\\\‘\‘\‘\\\‘}\\‘“\\‘\\’\‘\\\i\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
28.0 56.0
ARammas TR SR
7.60 7.80 8.00 8.20
5000 m/z 57.10 59.67%
Ol el el e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14580: Hexane, 2,2,4-trimethyl- AR RARRERE T
57.0 7.60 7.80 8.00 8.20
m/z 71.10 55.92%
5000
29.0
O bt 4830 1130 AAM
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:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020922\
Data File : VY@07453.D

Acqg On : 09 Feb 2022 15:23
Operator : SY/MD

Sample : N1455-01

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS vial : 15 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 Butane, 2,2,3,3-tetramethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.325 9.25 ug/l 67331 1,4-Difluorobenzene 8.691

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 83
2 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 78
3 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 72
4 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 72
5 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 64

Abundance Scan 1067 (8.325 min): VY007453.D\data.ms (-1059) (-) m/z 57.10 100.00%

57.1
5000
41.0 /\

‘ g3y 991 8.00 8.20 8.40 8.60
SRS RS BN 2SS —— m/z 56.10  32.58%

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8676: Butane, 2,2,3,3-tetramethyl-
57.0
AN J\

5000 A A A S o
8.00 8.20 8.40 8.60
41.0

m/z 41.05 23.74%

130 270 M “ 83.0 9990 1140
\H‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance
57.0 A@

2y
T T T T T T T

8.00 8.20 8.40 8.60

o

o

5000 m/z 43.05 16.96%
41.0
0 27.0 71.0 99.0
e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8667: Pentane, 2,2,4-trimethyl- Hr e e e
57.0 8.00 8.20 8.40 8.60

m/z 39.05 7.60%

5000
41.0
27.0
130 | J‘ 71.0 850 990 1140 N
AT

O e Rt R e : ““‘H‘,‘H“‘H“
miz--> 0 10 20 30 40 50 60 70 80 90 100110120 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020922\
Data File : VY@07453.D

Acqg On : 09 Feb 2022 15:23
Operator : SY/MD

Sample : N1455-01

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS vial : 15 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 3 Cyclohexane, 1,1-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.349 7.16 ug/1 61089  Chlorobenzene-d5 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 97
2 1H-Pyrazole, 4,5-dihydro-3,5,5-t. 112 C6H12N2 003975-85-7 64
3 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 64
4 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 64
5 Cyclohexane, 1,3-dimethyl- 112 C8H16 000591-21-9 64

Abundance Scan 1399 (10.349 min): VY007453.D\data.ms (-1392) (- m/z 97.10 100.00%
97.1
55.0
5000
69.0
41.1 /\
o N
| 84.0 112.2 10.00 10.50
Ot perrrprrrbe sl bl it M m/z 55.00 57.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7617: Cyclohexane, 1,1-dimethyl-
97.0
5000 41.0 69.0 N
1000 1050
27.0 m/z 69.05 38.54%
H M | 840 112.0
O\\\‘\\\\‘\\\\’\\\\il\\\‘\‘\\\‘\\\H\‘\\\\‘\}\\‘\\‘\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
97.0 A M
UAVR WAL
10.00 10.50
5000 56.0 ITI z 56.05 32.07%
42.0 112.0
70.0
) EAMEMEESN |18} F AT | N —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7676: Cyclohexane, 1,3- dwneﬂwL cis-
55.0 97.0 1000 1050
m/z 41.10 31.56%
5000 41.0
112.0
27.0 69.0 M
83.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020922\
Data File : VY@07453.D

Acqg On : 09 Feb 2022 15:23
Operator : SY/MD

Sample : N1455-01

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS vial : 15 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-dimethyl- ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.520  13.98 ug/l 119328 Chlorobenzene-d5 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 91
2 Cyclohexane, 1,2-dimethyl-, trans— 112 C8H16 006876-23-9 91
3 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 90
4 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 83
5 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 81
Abundance Scan 1427 (10.520 min): VY007453.D\data.ms (-1422) (- | m/z 97.10 100.00%
97.1
55.0
5000
41.1 112.2 J\\/\ ]\ /\
69.1 R
A
o‘w‘H‘,"H‘m‘M",u‘:H‘m‘w‘Hw,‘Wml_m,mw m/z 55.05 76.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7697: Cyclohexane, 1,2-dimethyl- (cis/trans)
58.0 97.0
o AM /\’w/vw/\
5000 T io%d T
69.0 112.0 :
2.0 630 m/z 112.15  36.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
55.0 97.0 A f
e B :
10.50
5000 41.0 m/z 41.10 36.13%
69.0 650 112.0
27.0 '
Ot e e et e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7675: Cyclohexane, 1,4-dimethyl-, cis-
55.0 97.0 1050
m/z 42.05 21.84%
5000 41.0 112.0
27.0 690 g30
NN Y W g
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\VY020922\
Data File : VY@07453.D

Acqg On : 09 Feb 2022 15:23
Operator : SY/MD

Sample : N1455-01

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS vial : 15 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 Naphthalene, decahydro-, cis- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.751 7.32 ug/1 45391 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 93
2 Cyclodecene 138 C10H18 003618-12-0 87
3 Naphthalene, decahydro- 138 C10H18 000091-17-8 81
4 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 81
5 Spiro[4.5]decane 138 C10H18 000176-63-6 81
Abundance Scan 1957 (13.751 min): VY007453.D\data.ms (-1950) (- m/z 41.10 100.00%
41.1 67.0
950 138.2
5000
—— —
1l | ‘ 207.0 13.50 14.00
ol el m/z 67.00  93.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19453: Naphthalene, decahydro-, cis-
67.0
41.0
96.0 138.0
5000 — ——
13.50 14.00
m/z 138.20 76.98%
15.0
0' \\‘\H\“\\‘\\’\\\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
67.0
410 i ‘m‘ﬂ\‘ ‘/'\‘ e
' 13.50 14.00
5000 95.0 m/z 55.10  72.58%
138.0
O e el e el e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19430: Naphthalene, decahydro- T T
67.0 96.0 138.0 13.50 14.00
m/z 95.00 71.81%
ST MM
O e e e ey — —
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020922\
Data File : VY@07453.D

Acqg On : 09 Feb 2022 15:23
Operator : SY/MD

Sample : N1455-01

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS vial : 15 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 trans, cis-3-Ethylbicyclo[4... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.257 13.13 ug/1 81390 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans, cis-3-Ethylbicyclo[4.4.0]... 166 C12H22 066660-43-3 55
2 trans, cis-2-Ethylbicyclo[4.4.0]... 166 C12H22 066660-39-7 53
3 Furan, 2-hexyl- 152 C1eH160 003777-70-6 52
4 cis, cis-2-Ethylbicyclo[4.4.0]de... 166 C12H22 066660-40-0 49
5 Naphthalene, 2-ethyldecahydro- 166 C12H22 001618-23-1 47

Abundance Scan 2040 (14.257 min): VY007453.D\data.ms (-2034) (- m/z 81.05 100.00%
.0

81
55.
5000 152.1
0
L

39 ; ! !
‘ ‘ 109.2 13%1 ‘ ‘
WL ) B 1 1683

1

14.00 14.50

S bl 1883 7 8200 67.11%
0o 8

m/z--> 0 40 6! 0 100 120 140 160

Abundance #41576: trans, cis-3-Ethylbicyclo[4.4.0]decane
81.0 137.0

166.0

o2

5000 T ——
55.0 14.00 14.50
109.0 m/z 95.05 60.56%
0 LIS I B
m/z--> 20 40 60 80 100 120 140 160
Abundance
81.0
137.0
—— —
166.0 14.00 14.50
5000 55.0 m/z 83.10 59.74%
109.0
o+
m/z--> 20 40 60 80 100 120 140 160
Abundance #29110: Furan, 2-hexyl-
81.0 14.00 14.50

m/z 67.10 56.16%

5000 152.0
43.0 123.0
L 080

0 ey ‘ ‘ T

\ T
m/z--> 20 40 60 80 100 120 140 160 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020922\
Data File : VY@07453.D

Acqg On : 09 Feb 2022 15:23
Operator : SY/MD

Sample : N1455-01

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS vial : 15 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 Undecane, 2,6-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.727 11.57 ug/1 71690 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 95
2 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 68
3 Dodecane, 6-methyl- 184 C13H28 006044-71-9 58
4 2-Undecene, 5-methyl- 168 C12H24 056851-34-4 53
5 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 52
Abundance Scan 2117 (14.727 min): VY007453.D\data.ms (-2114) (- m/z 57.10 100.00%
57.1
. L/WM
98.2 14.50 15.00
151.3 : :
o‘Hww“‘“HHHHA;HJ‘Wnﬁ“_ﬂ*‘z‘p;‘z‘u‘w”“““1‘?“";‘2‘2‘9‘7:1‘ m/z 71.10  46.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
5000 M kel
14.50 15.00
m/z 43.10 45.19%
20.0 ‘ 98.0
0\\\\‘\”‘\\“‘\\\‘ “\\H{\“”\\\““\\1‘\‘\\}\4"]-\.\0\\‘\\\%‘8\4'\.\0\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
— —
14.50 15.00
5000 ITI/Z 41.10 31.61%
29.0 112.0
o 85.0 141.0 169.0 )NAJVLkJMA)J\AwWMMfHJA\ﬁ
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59041: Dodecane, 6-methyl- T T
57.0 14.50 15.00
m/z 56.10 19.09%
5000
29.0 98.0
B P N N7 B Gt
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020922\
Data File : VY@07453.D

Acqg On : 09 Feb 2022 15:23

Operator : SY/MD

Sample : N1455-01

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS vial : 15

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Sample Multiplier: 1

: C:\Database\NIST20.L

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

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, 3,6-dimethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
15.214  13.24 g/l 82048  1,4-Dichlorobenzene-d4  13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 octane, 3,6-dimethyl- 142 clem22 015869-94-0 80

1000309-19-9 80
1000309-20-1 72
1000309-19-5 72
1000309-19-6 72

2 Sulfurous acid, 2-ethylhexyl hex... 418 C24H5003S
3 Sulfurous acid, 2-ethylhexyl oct... 446 C26H5403S
4 Sulfurous acid, dodecyl 2-ethylh... 362 C20H4203S
5 Sulfurous acid, 2-ethylhexyl tri... 376 C21H4403S

Abundance Scan 2197 (15.214 min): VY007453.D\data.ms (-2192) (| | m/z 57.10 100.00%

57.1
5000
12 1500 1550
145.1 : .
o_m‘i‘m“_mpl‘m:‘H”wHH‘w‘H‘lﬁz‘?wwwww m/z 71.10  79.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #22108: Octane, 3,6-dimethyl-
57.0
5000 - A
15.00 15.50
29.0 113.0 m/z 43.10  60.78%
R
O ‘\\\\“‘\\\ ‘\\‘}\‘}\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
—— —
15.00 15.50
5000 m/z 41.10 35.37%

65.0 113.0
29, .
0 9.0 141.0 169.0 225.0
At M.
mfz--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #324417: Sulfurous acid, 2-ethylhexyl octadecyl ester —— ——

57.0 15.00 15.50
m/z 56.05 24.04%
5000
113.0
85.0
0 290 “muh\ H \“ 141.0 169.0 197.0 253C

‘\H\‘\H\‘\H\‘H\\‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘ — —

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020922\
Data File : VY@07453.D

Acqg On : 09 Feb 2022 15:23
Operator : SY/MD

Sample : N1455-01

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS vial : 15 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 Dodecane, 2,6,10-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.159 9.15 ug/l 56719 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 91
2 Octane, 2-methyl- 128 C9H20 003221-61-2 83
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 78
4 Hexadecane 226 Cl6H34 000544-76-3 72
5 Hexadecyl octyl ether 354 C24H500 1000406-38-6 59

Abundance Scan 2352 (16.159 min): VY007453.D\data.ms (-2347) (- m/z 57.10 100.00%
7.1

57.
5000 85.2

—
16.00 16.50
R B A m/z 71.10  80.57%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90207: Dodecane, 2,6,10-trimethyl-
57.0

5000 U
82.0 1600 1650
m/z 43.10  55.07%

29.0 ‘ 127.0
L 0 O 1
miz--> 20 40 60 80 100120140160 180200 220240260280
Abundance
43.0

T
16.00 16.50

180.3 212.2

o

o

5000 m/z 85.15 39.58%
71.0
0 113.0
S R N R B B e Bt
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90205: Dodecane, 2,6,11-trimethyl- —— —
43.0 710 16.00 16.50

m/z 41.10 34.23%

w M\‘WW\J\N\,\/\/\M

113.0
LUl 141.0169.0197.0
O —

T ‘
m/z--> 20 40 60 80 100120140160180200220240260280 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020922\
Data File : VY@07453.D

Acqg On : 09 Feb 2022 15:23
Operator : SY/MD

Sample : N1455-01

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS vial : 15 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 unknownl6.476 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.476 7.77 ug/1 48136  1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.1.0]hexan-3-one, 4-met... 152 C1@H160 001125-12-8 25
2 2-Furanacetaldehyde, .alpha.-iso... 152 C9H1202 031681-30-8 11
3 Benzocycloheptatriene 142 C11H1e 000264-09-5 11
4 2-Cyclohexene-1-carboxaldehyde, ... 152 C10H160 000432-24-6 11
5 3,4-Difluorobenzaldehyde 142 C7H4F20 034036-07-2 11

Abundance Scan 2404 (16 476 min): VY007453.D\data.ms (-2398) (-, | m/z 69.00 100.00%
41.0

5000

16.20 16.40 16.60
m/z 55.05 91.57%

0,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29394: Bicyclo[3.1.0]hexan-3-one, 4-methyl-1-(1-methyl

41.0 81.0
110.0
5000 LA L L I L B B B B
16.20 16.40 16.60
m/z 81.05 78.62%
H 152.0
\ Ll | |
O‘\\\\‘\\ ‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
81.0 123.0
T
16.20 16.40 16.60
5000 ITI/Z 141.20 77 .60%
53.0
152.0
O e e e T T
mlz--> 20 40 60 80 100 120 140 160 180 200
Abundance #22140: Benzocycloheptatriene
141.0 16.20 16.40 16.60

m/z 57.10 74.31%

5000
115.0
39.0 630 89.0
‘ .
R REREE R

O bt S
m/z--> 20 40 60 80 100 120 140 160 180 200 16.20 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020922\
Data File : VY@07453.D

Acqg On : 09 Feb 2022 15:23
Operator : SY/MD

Sample : N1455-01

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 15 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|
Pentane, 2,3-di... 7.880 10.0 ug/l 52145 1 7.795 261289 50.0
Butane, 2,2,3,3... 8.325 9.3 ug/l 67331 2 8.691 363867 50.0
Cyclohexane, 1,... 10.349 7.2 ug/l 61089 3 11.490 426683 50.0
Cyclohexane, 1,... 10.520 14.0 ug/l 119328 3 11.490 426683 50.0
Naphthalene, de... 13.751 7.3 ug/l 45391 4 13.428 309877 50.0
trans, cis-3-Et... 14.257 13.1 ug/l 81390 4 13.428 309877 50.0
Undecane, 2,6-d... 14.727 11.6 ug/l 71690 4 13.428 309877 50.0
Octane, 3,6-dim... 15.214 13.2 ug/l 82048 4 13.428 309877 50.0
Dodecane, 2,6,1... 16.159 9.2 ug/l 56719 4 13.428 309877 50.0
unknownl6.476 16.476 7.8 ug/l 48136 4 13.428 309877 50.0
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