LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD061621\
Data File : VD0O69465.D

Acqg On : 16 Jun 2021 14:25

Operator : VA/SY

Sample : M2709-07

Misc : 5.00G/5.00m1/MSVOA_D/SOIL 0240-AMND-COMP-E

ALS Vvial : 13  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 D\Method\82D061121S.M

Title : SW846 8260

Signal : TIC: VDO69465.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.491 91 97 103 rBV 27024 48132 1.68% 0.150%
2 4.156 370 380 387 rBv2 42862 126477 4.40% 0.394%
3 4.238 387 394 409 rVvv2 81611 229586 7.99% 0.714%
4 4.409 413 423 436 rVB 53460 156799 5.46% 0.488%
5 4.962 5066 517 532 rVB2 43133 144806 5.04% 0.451%
6 6.003 684 694 704 rVB5 15311 49073 1.71% ©0.153%
7 7.197 886 897 909 rBV3 37177 115535 4.02% 0.360%
8 7.914 1009 1019 1024 rBV 210170 498187 17.34%  1.550%
9 7.979 1024 1030 1039 rVvV 401007 905758 31.53% 2.819%
10 8.067 1039 1045 1052 rVB3 17318 42295 1.47% 0.132%
11  8.326 1079 1089 1099 rVB 228791 557858 19.42% 1.736%
12 8.461 1102 1112 1115 rVV9 11923 32560 1.13% 0.101%
13 8.514 1115 1121 1128 rVV5 19785 61720 2.15% 0.192%
14 8.603 1129 1136 1141 rVB6 16273 36092 1.26% 0.112%
15 8.861 1168 1180 1191 rBV 649765 1305486 45.44% 4.063%
16 9.350 1250 1263 1268 rBV6 76498 228073 7.94% 0.710%
17 9.408 1268 1273 1281 rVB4 41699 90749 3.16% 0.282%
18 9.626 1300 1310 1317 rVB3 43253 105916 3.69% 0.330%
19 9.773 1324 1335 1343 rBV4 60773 131255 4.57% 0.408%
20 9.914 1349 1359 1363 rBv2 60346 132346 4.61% 0.412%
21  9.956 1363 1366 1373 rVB5 27730 52168 1.82% 0.162%
22 10.097 1381 1390 1393 rBV4 41837 85539 2.98% 0.266%
23 10.144 1395 1398 1406 rVB3 33499 54947 1.91% 0.171%
24 10.232 1406 1413 1415 rBv4 21547 42945 1.49% 0.134%
25 10.261 1415 1418 1423 rVB5 28260 49123 1.71% ©0.153%
26 10.338 1423 1431 1447 rBV 1260848 2458984 85.59% 7.652%
27 10.461 1447 1452 1454 rBV4 28124 43377 1.51% ©0.135%
28 10.508 1454 1460 1469 rVB4 86629 234234  8.15% 0.729%
29 10.632 1473 1481 1484 rBVS5S 41472 81518 2.84% 0.254%
30 10.679 1484 1489 1495 rVB 100538 175755 6.12% 0.547%
31 10.773 1498 1505 1510 rBV3 78255 172173 5.99% 0.536%
32 10.861 1515 1520 1525 rVB2 105462 168393 5.86% 0.524%
33 10.914 1525 1529 1534 rBVS8 19077 41203 1.43% 0.128%
34 11.050 1542 1552 1560 rBV 173125 438439 15.26% 1.364%
35 11.120 1560 1564 1568 rvv3 70311 137834 4.80% 0.429%
36 11.155 1568 1570 1571 rVV2 47551 45818 1.59% 0.143%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD061621\
Data File : VD0O69465.D

Acqg On : 16 Jun 2021 14:25

Operator : VA/SY

Sample : M2709-07

Misc : 5.00G/5.00m1/MSVOA_D/SOIL 0240-AMND-COMP-E

ALS Vvial : 13  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 D\Method\82D061121S.M
Title : SW846 8260
37 11.191 1571 1576 1579 rVV2 174400 308989 10.75% 0.962%
38 11.244 1579 1585 1591 rVV 510567 975596 33.96% 3.036%
39 11.297 1591 1594 1597 rVwV 87781 131110 4.56% 0.408%
40 11.350 1597 1603 1608 rVV2 352674 662431 23.06% 2.061%
41 11.391 1608 1610 1615 rVv2 104513 143411 4.99%  0.446%
42 11.444 1615 1619 1627 rVB3 189402 347623 12.10% 1.082%
43 11.514 1627 1631 1636 rBV2 62109 93812 3.27% 0.292%
44 11.561 1636 1639 1644 rVW7 24906 36398 1.27% 0.113%
45 11.638 1645 1652 1662 rVB 1034213 1875039 65.26% 5.835%
46 11.773 1671 1675 1678 rBv2 97079 144747 5.04% 0.450%
47 11.826 1678 1684 1689 rVv4 163033 340449 11.85% 1.059%
48 11.885 1689 1694 1698 rBV 245060 454072 15.80% 1.413%
49 11.985 1706 1711 1715 rBv4 79017 159661 5.56% 0.497%
50 12.073 1719 1726 1731 rVB6 110526 229958 8.00% 0.716%
51 12.150 1731 1739 1746 rBV2 467754 1207144 42.02% 3.756%
52 12.373 1762 1777 1785 rBV5 773669 2873000 100.00% 8.940%
53 12.455 1785 1791 1795 rVV7 166261 345365 12.02% 1.075%
54 12.573 1808 1811 1814 rVB 83352 96436 3.36% 0.300%
55 12.626 1814 1820 1826 rVB 1029967 1764469 61.42% 5.491%
56 12.714 1826 1835 1841 rBV7 222956 704192 24.51% 2.191%
57 12.791 1843 1848 1854 rVB2 614676 1143075 39.79% 3.557%
58 12.873 1854 1862 1868 rBV8 238689 779101 27.12% @ 2.424%
59 12.949 1868 1875 1880 rBV5 383881 1031388 35.90% 3.210%
60 13.091 1894 1899 1903 rVB4 255267 374077 13.02% 1.164%
61 13.132 1903 1906 1910 rBvV2 118919 212844  7.41% 0.662%
62 13.173 1911 1913 1917 rBV4 81525 126863 4.42% 0.395%
63 13.273 1926 1930 1932 rBV2 145852 197177 6.86% 0.614%
64 13.302 1933 1935 1939 rVV3 178416 257423 8.96% 0.801%
65 13.349 1940 1943 1947 rVB5 162345 250706 8.73% 0.780%
66 13.491 1965 1967 1972 rVB4 110656 146792 5.11% 0.457%
67 13.567 1974 1980 1995 rVB 1060632 1987804 69.19% 6.186%
68 13.708 1999 2004 2009 rBV2 265035 418925 14.58% 1.304%
69 13.891 2029 2035 2039 rBV3 446085 817429 28.45% 2.544%
70 13.991 2049 2052 2056 rBV6 114681 182619 6.36% 0.568%
71 14.208 2085 2089 2093 rBV6 113901 184665 6.43% 0.575%
72 14.273 2096 2100 2107 rVB7 148569 325119 11.32% 1.012%
73 14.396 2116 2121 2124 rBV2 226831 389257 13.55% 1.211%
74 14.538 2142 2145 2146 rBV 72857 85069 2.96% 0.265%
75 14.561 2146 2149 2153 rVB4 171356 230444 8.02% 0.717%

76 15.149 2244 2249 2252 rBV2 99002 183481 6.39% 0.571%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD061621\
Data File : VD0O69465.D

Acqg On : 16 Jun 2021 14:25

Operator : VA/SY

Sample : M2709-07

Misc : 5.00G/5.00m1/MSVOA_D/SOIL 0240-AMND-COMP-E

ALS Vvial : 13  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 D\Method\82D061121S.M
Title : SW846 8260

77 15.355 2280 2284 2291 rVB3 134323 235135 8.18% ©.732%
78 15.767 2351 2354 2361 rVB5 147907 292030 10.16% ©.909%
79 16.679 2504 2509 2515 rVB8 51113 108379 3.77% 0.337%

Sum of corrected areas: 32134857
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:
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LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD061621\

: VDO69465.D

: 16 Jun 2021 14:25

: VA/SY

. M2709-07

: 5.00G/5.00m1/MSVOA_D/SOIL
. 13

0240-AMND-COMP-E

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D061121S.M
. SW846 8260

: C:\Database\NIST11.L
LSCINT.P

TIC: VD069465.D\data.ms

4.{58%% 409 4.962 6.003

2.491

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 6.80

TIC: VD069465.D\data.ms

10.338
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8.861

0

Time-->
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400000

200000

948 0.628. 77844
L L e AL S 4§¢LT“ ‘/\%%QT

9.00 9.50 10.00
TIC: VD069465.D\data.ms

12.626
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12.791 13.891

12.150
14.3961.561

.885

A 120

12.949
13. 09 13.708 3.991 -390
455 349 14.273\14.538
b 7 . 13 l ‘ 4.2 ‘ [ 15.14555

15.767

\

16.679
AN

Time-->
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T ‘ T T ‘ T
12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD061621\
Data File : VD0O69465.D

Acqg On : 16 Jun 2021 14:25

Operator : VA/SY

Sample : M2709-07

Misc : 5.00G/5.00m1/MSVOA_D/SOIL 0240-AMND-COMP-E

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D061121S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Dimethyl sulfide Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
4.238 12.67 ug/l 229586  Pentafluorobenzene 7.979

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dimethyl sulfide 62 C2H6S 000075-18-3 94
2 Borane-methyl sulfide complex 76 C2H9BS 013292-87-0 90
3 Ethanethiol 62 C2H6S 000075-08-1 72
4 1,2-Ethanedithiol 94 C2H6S2 000540-63-6 10
5 Sulfonium, dimethyl-, cyanonitro... 146 C4H6N202S 058992-18-0 10
Abundance Scan 394 (4.238 min): VD069465.D\data.ms (-387) (-) m/z 62.00 100.00%
62.0
5000 /\
A RARRSEREE
40 206.6 4.00 4.20 4.40 4.60
0 el e e e e M/ 47.00 0 92.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #336: Dimethyl sulfide
62.0
5000 L B L I LN B
35.0 4.00 4.20 4.40 4.60
m/z 44.85 55.40%
O\J\-S\‘r\(‘)\‘i\\‘}U\\‘H‘w\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #919: Borane-methyl sulfide complex
62.0 N/N
S RRRREEENEEE
4.00 4.20 4.40 4.60
5000 m/z 60.90 43.00%
35.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #334: Ethanethiol e e
29.0 62.0 4.00 4.20 4.40 4.60
m/z 45.90 41.02%
5000 j\
m/z--> 20 40 60 80 100 120 140 160 180 200 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD061621\
Data File : VD0O69465.D

Acqg On : 16 Jun 2021 14:25

Operator : VA/SY

Sample : M2709-07

Misc : 5.00G/5.00m1/MSVOA_D/SOIL 0240-AMND-COMP-E

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D061121S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Cyclohexane, 1,1,3-trimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.244 26.02 ug/l 975596  Chlorobenzene-d5 11.638
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 83
2 1,1,4-Trimethylcyclohexane 126 CSH18 007094-27-1 72
3 Cyclohexane, 1-ethyl-2,4-dimethyl- 140 C10H20 061142-69-6 64
4 Cyclooctane, (1-methylpropyl)- 168 C12H24 016538-89-9 64
5 4-Amino-6-hydroxypyrimidine 111 C4H5N30 001193-22-2 59

Abundance Scan 1585 (11.244 min): VD069465.D\data.ms (-1579) (-  m/z 111.10 100.00%

111.1
69.0
5000
41.0 —— TN
“ ‘ ‘ 11.00 1150
Ol Al 14102068 L/, 69.08  68.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11598: Cyclohexane, 1,1,3-trimethyl-
111.0
69.0
5000 41.0 T T
11.00 11.50
m/z 55.00 37.04%
O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11570: 1,1,4-Trimethylcyclohexane
69.0 111.0
P —
11.00 11.50
5000 m/z 41.00  25.91%
41.0
olsed o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18051: Cyclohexane, 1-ethyl-2,4-dimethyl- —— —
69.0 11.00 11.50
111.0 m/z 56.00 18.93%
5000
41.0
| 140.0
om"m‘u‘“_m‘Mm_“H‘mwmwm‘mwm e —
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_D\Data\VD061621\
Data File : VD0O69465.D

Acqg On : 16 Jun 2021 14:25

Operator : VA/SY

Sample : M2709-07

Misc : 5.00G/5.00m1/MSVOA_D/SOIL 0240-AMND-COMP-E

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D061121S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Hexane, 3-ethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.350 17.66 ug/l 662431  Chlorobenzene-d5 11.638
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-ethyl- 114 C8H18 000619-99-8 78
2 Octane, 4,5-diethyl- 170 C12H26 001636-41-5 72
3 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 64
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 53
5 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 53
Abundance Scan 1603 (11.350 min): VD069465.D\data.ms (-1597) (-  m/z 43.00 100.00%
43.0
84.0
5000
‘ 11.00 1150
128.0 - :
oo Ml L a0s01280 sess s M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7622: Hexane, 3-ethyl-
43.0
5000 84.0 P T
11.00 11.50
m/z 85.00 48.76%
siso| [L| | | s
\\\‘\\\\ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38336: Octane, 4,5-diethyl-
43.0
T rer
84.0 11.00 11.50
5000 m/z 41.00 31.81%
0 H H\ \H i \lllo \14%.0 170'0
R B AREAREEEEELSEE SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12694: Heptane, 2,3-dimethyl- — —
43.0 11.00 11.50
m/z 55.00  28.54%
5000
84.0
0 1280 ALY
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_D\Data\VD061621\
Data File : VD0O69465.D

Acqg On : 16 Jun 2021 14:25

Operator : VA/SY

Sample : M2709-07

Misc : 5.00G/5.00m1/MSVOA_D/SOIL 0240-AMND-COMP-E

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D061121S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 unknownl2.150 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

12.150 32.19 ug/l 1207140 Chlorobenzene-d5 11.638
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-Dimethyl-3-heptene 126 C9H18 059643-68-4 45
2 1-Ethyl-4-methylcyclohexane 126 CSH18 003728-56-1 43
3 Thiophene, 2-propyl- 126 C7H1eS 001551-27-5 43
4 Cyclohexane, 1l-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 43
5 Sulfurous acid, cyclohexylmethyl... 388 C22H4403S 1000309-22-3 43

Abundance Scan 1739 (12.150 min): VD069465.D\data.ms (-1731) (-  m/z 97.05 100.00%

55.0 97.0
5000
125.1 S —r
‘ 12.00 12.50
o bt 030 2088 sz 5500 88.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11546: 3,5-Dimethyl-3-heptene
55.0
97.0
5000 T —
12.00 12.50
m/z 57.00 68.24%
29.0 126.0
O\\\‘\M\\‘i“\\‘\H“\“\‘\\”"\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11575: 1-Ethyl-4-methylcyclohexane
55.0 97.0
" -
12.00 12.50
5000 m/z 43.00 49.19%
126.0
27.0 ‘ ‘
0H“‘Uu‘i“‘H”!““m,“H!‘Hm‘mHWHWHWHWH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11222: Thiophene, 2-propyl- T —
97.0 12.00 12.50
m/z 40.95 46.97%
5000
126.0
45.0
L., 690 I
OF e e e e e e — ——
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_D\Data\VD061621\
Data File : VD0O69465.D

Acqg On : 16 Jun 2021 14:25

Operator : VA/SY

Sample : M2709-07

Misc : 5.00G/5.00m1/MSVOA_D/SOIL 0240-AMND-COMP-E

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D061121S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Octane, 2,3-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

12.373 76.61 ug/l 2873000  Chlorobenzene-d5 11.638
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,3-dimethyl- 142 C1OH22 007146-60-3 87
2 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 83
3 Undecane, 6-methyl- 170 C12H26 017302-33-9 64
4 Heptane, 3-ethyl- 128 C9H20 015869-80-4 47
5 Ether, tert-butyl isopropylidene... 154 C10H180 024524-56-9 43

Abundance Scan 1777 (12.373 min): VD069465.D\data.ms (-1762) (- m/z 57.00 100.00%

57.0
5000 98.1
e 4
‘ H‘ 12.00 12.50
Obrerrrerlb gl 12201650 1910 o 43,00 43.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19191: Octane, 2,3-dimethyl-
57.0
5000 — —
98.0 12.00 12.50
m/z 98.10 41.94%
DL
0 \\\‘\H\\UiHM‘\”\‘\\“\‘H\“\H\‘\\}ﬁZ\.\Q\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19217: Heptane, 3-ethyl-2-methyl-
57.0
= ==
12.00 12.50
5000 98.0 m/z 41.00 34.65%
29.0 ‘
T O OB
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38328: Undecane, 6-methyl- — —
57.0 12.00 12.50
m/z 55.00 25.40%
5000
98.0
29.0 ‘ ‘
Obrer et L1260 1700 - 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_D\Data\VD061621\
Data File : VD0O69465.D

Acqg On : 16 Jun 2021 14:25

Operator : VA/SY

Sample : M2709-07

Misc : 5.00G/5.00m1/MSVOA_D/SOIL 0240-AMND-COMP-E

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D061121S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 wunknownl2.714 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

12.714 17.71 ug/1 704192  1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,1-dimethyl-2-(2-... 124 C9H1l6 069147-03-1 46
2 Cyclooctane, cyclohexyl- 194 C14H26 092369-78-3 43
3 9-Octadecyne 250 C18H34 035365-59-4 41
4 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 004863-59-6 25
5 Cyclohexane, 1,3-dimethyl-2-meth... 124 C9H16 019781-47-6 20

Abundance Scan 1835 (12.714 min): VD069465.D\data.ms (-1826) (- m/z 69.00 100.00%

69.0 1111
41.0
5000
140.0 e —
M 0. | ‘ lesp 1920 12.50 13.00
[ — el 1832 L w2 111,65 95.54%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10729: Cyclopropane, 1,1-dimethyl-2-(2-methyl-2-prope
41.0
69.0
5000 L e
109.0 12.50 13.00
' m/z 56.95 95.16%
O' \gr\q‘\\‘\\‘1\\\‘\\\\‘\\\\‘\\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56491: Cyclooctane, cyclohexyl-
55.0 111.0
= .
82.0 12.50 13.00
5000 ITI/Z 81.10 79.04%
29.0
bt bbby L s o sseo
miz--> 20 40 60 80 100 120 140 160 180
Abundance #102603: 9-Octadecyne T —
81.0 12.50 13.00
41.0 m/z 55.00 76.29%
5000
109.0
‘ 137.0
o LA L asse 130 U WV T
m/z--> 20 40 60 80 100 120 140 160 180 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD061621\
Data File : VD0O69465.D

Acqg On : 16 Jun 2021 14:25

Operator : VA/SY

Sample : M2709-07

Misc : 5.00G/5.00m1/MSVOA_D/SOIL 0240-AMND-COMP-E

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D061121S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Cyclohexane, 1,1,2,3-tetram... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.791  28.75 ug/l 1143080 1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,2,3-tetramethyl- 140 C10H20 006783-92-2 68
2 2-Octene, 2,6-dimethyl- 140 C1eH20 004057-42-5 64
3 cis-1-Butyl-2-methylcyclopropane 112 C8H16 038851-69-3 50
4 trans-1-Butyl-2-methylcyclopropane 112 C8H16 038851-70-6 50
5 4-Octene, 2,6-dimethyl-, [S-(E)]- 140 C10H20 062960-76-3 43

Abundance Scan 1848 (12.791 min): VD069465.D\data.ms (-1843) - m/z 69.10 100.00%

69.1
125.1
5000 41.0
96.0 e
I ‘ “ “ h . 12.50 13.00
bl b by 1748 289C 0 7e.00  75.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #18043: Cyclohexane, 1,1,2,3-tetramethyl-
69.0
41.0
5000 T —
125.0 12.50 13.00
m/z 125.05 67.36%
L oo
0 ‘\‘\H‘\\H\“\“\‘h\\H‘H\‘\\W“\\‘\\‘\‘\HlHH‘HH‘HH‘\H\‘HH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #18000: 2-Octene, 2,6-dimethyl-
69.0
A T
12.50 13.00
5000 m/z 55.00 59.93%
43.0 140.0
i) e
0 ‘\‘\H‘iu\‘ ““H“mww‘uwH‘Hm‘uH‘mwm‘mmmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #6798: cis-1-Butyl-2-methylcyclopropane e ——
55.0 12.50 13.00
m/z 56.00 47 .57%
5000
83.0 112.0
o_m“m‘_M‘!mwuwH‘mwwm_Mw‘mw — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD@61621\

Data File : VD@69465.D

Acqg On : 16 Jun 2021 14:25

Operator : VA/SY

Sample : M2709-07 :
Misc : 5.00G/5.00m1/MSVOA_D/SOIL 0240-AMND-COMP-E

ALS vial : 13  Sample Multiplier: 1

Quant Method :
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D061121S.M
. SW846 8260

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 unknownl2.873 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.873 19.60 ug/l 779101 1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 001678-82-6 43
2 m-Menthane, (1S,3R)-(+)- 140 C10H20 013837-66-6 38
3 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-94-8 38
4 m-Menthane, (1S,3S)-(+)- 140 C1eH20 013837-67-7 38
5 1-Methyl-4-(1-methylethyl)-cyclo... 140 C10H20 000099-82-1 35

Abundance

Scan 1862 (12.873 min): VD069465.D\data.ms (-1854) (-
53.0

T 97.0

m/z 55.00 100.00%

¥

5000
— —r
“ H ‘ M ‘ 140.0 12.50 13.00
ol ALl b ] ] 170 2509 m/z 81.00 89.18%
miz--> 50 100 150 200 250
Abundance #18079: Cyclohexane, 1-methyl-4-(1-methylethyl)-, trans-
55.0
97.0
5000 — e
12.50 13.00
m/z 97.05 84.86%
‘ 140.0
O :L\E)‘\O“\ ‘H‘ “H“\ hL \“ T “ T T T ! ‘ T T T T ‘ T T T T ‘ T T T T
miz-> 50 100 150 200 250
Abundance #18003: m-Menthane, (1S,3R)-(+)-
550 97.0
> —
12.50 13.00
5000 m/Z 69.00 48.17%
140.0
0 , H‘ N “h‘\‘ HHL u“\“ “\M‘ . o o ——
miz-> 50 100 150 200 250
Abundance #56520: Cyclohexane, 1-(cyclohexylmethyl)-2-methyl-, tre i e
55.0 97.0 12.50 13.00
m/z 41.00 44.69%
5000
| ‘ 194.0
0 ‘1HWu¢W‘NMW‘1§?9 ‘ - — — ——
mlz--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD061621\
Data File : VD0O69465.D

Acqg On : 16 Jun 2021 14:25

Operator : VA/SY

Sample : M2709-07

Misc : 5.00G/5.00m1/MSVOA_D/SOIL 0240-AMND-COMP-E

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D061121S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Cyclohexane, 1,1-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.950 25.94 ug/l 1031390 1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 64
2 Cyclohexane, 1-ethyl-2-methyl-, ... 126 C9H18 004923-77-7 50
3 Oxalic acid, cyclohexylmethyl is... 270 C15H2604 1000309-68-3 50
4 Cyclohexane, 1l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 50
5 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 50

Abundance Scan 1875 (12.949 min): VD069465.D\data.ms (-1868) (-  m/z 97.05 100.00%
1.0

55.0
5000
100 e
ol Mhu Lk, L b 17382069 2804 n/; s5.00  82.02%
miz--> 50 100 150 200 250
Abundance #6749: Cyclohexane, 1,1-dimethyl-
97.0
55.0
5000 ——
13.00
m/z 69.00 42.66%
150] || | |
O \‘\ ‘\ H “‘ T H\ \“ T H‘ \‘ T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #11620: Cyclohexane, 1-ethyl-2-methyl-, cis-
535.0 97.0
—r
13.00
5000 m/z 41.00 35.41%
I I O 7 T
m/z--> 50 100 150 200 250
Abundance #119049: Oxalic acid, cyclohexylmethyl isohexyl ester P
550 97.0 13.00
m/z 96.00 30.11%
h Wﬂ/‘m
ol L a0 ame i
mlz--> 50 100 150 200 250 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD061621\
Data File : VD0O69465.D

Acqg On : 16 Jun 2021 14:25

Operator : VA/SY

Sample : M2709-07

Misc : 5.00G/5.00m1/MSVOA_D/SOIL 0240-AMND-COMP-E

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D061121S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 9-Decen-1-o0l, trifluoroacetate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.891 20.56 ug/l 817429 1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Decen-1-0l, trifluoroacetate 252 C12H19F302 1000352-65-9 83
2 Tridecanedial 212 C13H2402 063521-76-6 80
3 Spiro[4.5]decane 138 C10H18 000176-63-6 70
4 Naphthalene, decahydro- 138 C10H18 000091-17-8 64
5 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 60

Abundance Scan 2035 (13.891 min): VD069465.D\data.ms (-2029) (- m/z 55.00 100.00%
55.0

=

5000
T [ -
13.50 14.00
0! m/z 67.00 96.88%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #103571: 9-Decen-1-ol, trifluoroacetate
55.0
5000 — —
96.0 13.50 14.00
m/z 95.00 80.66%
LALLLL
0 \\\Z‘E\%\O\i‘\H‘"\“\‘\\‘H\H“H‘H‘H\\“H\:\L‘6\§.\O’\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #71064: Tridecanedial
55.0 95.0

—
13.50 14.00

5000 m/z 81.00 80.20%

150.0
184.0213.0
0,
20 40 60 80 100120140160180200220240260280

m/z-->
Abundance #16860: Spiro[4.5]decane “ T
67.0 96.0 13.50 14.00

138.0 m/z 82.00 79.77%
5000
27.0

o‘H‘“:“‘}‘M“‘:H:,u“‘u““,‘“m‘“‘u‘u‘mH“H‘w‘H‘,‘m,uwm‘www — —
m/z--> 20 40 60 80 100120140160180200220240260280 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD061621\
Data File : VDO69465.D

Acqg On : 16 Jun 2021 14:25

Operator : VA/SY

Sample : M2709-07

Misc : 5.00G/5.00m1/MSVOA_D/SOIL 0240-AMND-COMP-E

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D061121S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Dimethyl sulfide 4.238 12.7 ug/l 229586 1 7.979 905758 50.0
Cyclohexane, 1,... 11.244 26.0 ug/l 975596 3 11.638 1875040 50.0
Hexane, 3-ethyl- 11.350 17.7 ug/l 662431 3 11.638 1875040 50.0
unknown12.150 12.150 32.2 ug/l 1207140 3 11.638 1875040 50.0
Octane, 2,3-dim... 12.373 76.6 ug/l 2873000 3 11.638 1875040 50.0
unknownl2.714 12.714 17.7 ug/l 704192 4 13.567 1987800 50.0
Cyclohexane, 1,... 12.791 28.8 wug/l 1143080 4 13.567 1987800 50.0
unknownl12.873 12.873 19.6 ug/l 779101 4 13.567 1987800 50.0
Cyclohexane, 1,... 12.950 25.9 ug/l 1031390 4 13.567 1987800 50.0
9-Decen-1-01, t... 13.891 20.6 ug/l 817429 4 13.567 1987800 50.0
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